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=> FILE CASRE 

FILE ^ 'CASREACT ' ENTERED AT 15:19:10 ON 29 AUG 2002 
USE IS SUBJECT TO THE TERMS OF YOUR CUSTOMER AGREEMENT 
COPYRIGHT (C) 2002 AMERICAN CHEMICAL SOCIETY (ACS) 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 

FILE CONTENT: 1974 - 25 Aug 2002 VOL 137 ISS 8 

Some records from 1974 to 1991 are derived from the ZIC/VINITI data file 
and provided by InfoChem. 

This file contains CAS Registry Numbers for easy and accurate substance 
identification. 

Crossover limits have been increased. See HELP RNCROSSOVER for details. 

Structure search limits have been raised. See HELP SLIMIT for the new, 
higher limits. 



=> D QUE L15 
L13 



^yUUuXxu^ PRO 15 

RCT 0 



07 $ 

j| ^ H2N— 'C-' O-'-C-'vC-'^C-'-OH 



9 10 11 12 13 14 



I 



NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 



GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 15 



STEREO ATTRIBUTES: NONE 

L15 1 SEA FILE=CASREACT SSS FUL L13 ( 2 REACTIONS) 



=> D L15 ALL 



LIS ANSWER 1 OF 1 CASREACT COPYRIGHT 2002 ACS 
AN 135:92376 CASREACT 

TI Preparation of (hydroxyalkyl) carbamates via the ring-opening ammonolysi 

of 1, 3-dioxan-2-ones 
IN Clements, John H.; Klein, Howard P.; Marquis, Edward T.; Machac, James R 

PA Huntsman Petrochemical Corp., USA ^-^^^^oJlic-O.-'riXaZ 
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SO 



U.S., 6 pp . 



CODEN: USXXAM 
DT Patent 
LA English 
IC ICM C07C269-06 
NCL 560157000 

CC 23-20 (Aliphatic Compounds) 
Section cross-reference ( s ) : 

FAN.CNT 1 

PATENT NO. KIND DATE 



PI 



US 6262297 
WO 2002026700 



Bl 



20010717 
20020404 



APPLICATION NO. DATE 



US 2000-669220 20000925 
WO 2001-US16053 20010518 
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US 2002040160 
PRAI US 2000-669220 
OS MARPAT 135:92376 



Al 20020404 
20000925 



US 2001-863558 20010523 



R2J 
Rl 



r4 I r6 
r3 



R2| 
Rl 



r4 I r6 
r3 



R2 I 



AB When 6-member cyclic carbonate esters [I; H, (un) branched Cl-6 alkyl] are 
subjected to amnionolysis using either anhyd. ammonia or aq. ammonium 
hydroxide, (hydroxyalkyl ) carbamates (II, III) are formed in high yield. 
Thus, 5-methyl-l, 3-dioxan-2-one was reacted with anhyd. ammonia at 
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55 . degree . /140 psig, producing 2-inethyl-3-hydroxypropyl carbamate in 94.5% 
yield. 

ST dioxanone ring opening ammonolysis prepn hydroxyalkyl carbamate; 

carboylation ring opening dioxanone prepn hydroxyalkyl carbamate 
IT Carbonate esters 

RL: RCT (Reactant); RACT (Reactant or reagent) 

( 1, 3-dioxan-2-ones; prepn. of (hydroxyalkyl) carbamates via the 
ring-opening ammonolysis of six-membered cyclic carbonates) 
IT Vacuum 

(in the purifn. of (hydroxyalkyl) carbamates prepd. via the 

ring-opening ammonolysis of 1 , 3-dioxan-2-ones ) 
IT Carbamoylation 

(ring-opening; prepn. of (hydroxyalkyl) carbamates via the ring-opening 

ammonolysis of 1 , 3-dioxan-2-ones ) 
IT Ammonolysis 

(ring-opening; prepn. of (hydroxyalkyl) carbamates via the ring-opening 
ammonolysis of six-membered cyclic carbonates) 
IT 1336-21-6, Ammonium hydroxide 7732-18-5, Water, reactions 87831-99-0, 
5-Methyl-l, 3-dioxan-2-one 348110-00-9 
RL: RCT (Reactant); RACT (Reactant or reagent) 

(prepn. of (hydroxyalkyl) carbamates via the ring-opening ammonolysis 
of 1, 3-dioxan-2-ones) 
IT 7664-41-7, Ammonia, reactions 

RL: RCT (Reactant); REM (Removal or disposal); PROC (Process); RACT 
(Reactant or reagent) 

(prepn. of (hydroxyalkyl) carbamates via the ring-opening ammonolysis 
of 1 , 3-dioxan-2-ones ) 
IT 17361-58-9P 31521-82-lP 348109-99-9P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. of (hydroxyalkyl) carbamates via the ring-opening ammonolysis 
of 1, 3-dioxan-2-ones) 
RE.CNT 12 THERE ARE 12 CITED REFERENCES AVAILABLE FOR THIS RECORD 

RE 

(1) Angeles; Synthetic Communications 1994, V24(17), P2441 CAPLUS 

(2) Blank; US 4520167 1985 CAPLUS 

(3) Blank; US 4820830 1989 CAPLUS 

(4) Blank; US 5134205 1992 CAPLUS 

(5) Coury; US 4883854 1989 CAPLUS 

(6) Drysdale; US 6020499 2000 CAPLUS 

(7) Forgione; US 5089617 1992 CAPLUS 

(8) Green; International Waterborne, High-Solids, and Powder Coatings Symposium 
2000 

(9) Jacobs; US 4897435 1990 CAPLUS 

(10) Parekh; US 4758632 1988 CAPLUS 

(11) Porosoff; US 5102923 1992 CAPLUS 

(12) Rehfuss; US 5605965 1997 CAPLUS 



RX(1) OF 2 A ===> B 

Me 

0 I 0 NH2 

II* 

0 

B 

YIELD 95% 
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RX(1) RCT A 87831-99-0 

RGT C 7664-41-7 NH3 
PRO B 348109-99-9 



RX(2) RCT D 17361-58-9 

RGT C 7664-41-7 NHS 

PRO E 31521-82-1, F 348110-00-9 

=> FILE REG 

FILE ^REGISTRY' ENTERED AT 15:30:49 ON 29 AUG 2002 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2002 American Chemical Society (ACS) 

STRUCTURE FILE UPDATES: 27 AUG 2002 HIGHEST RN 445218-02-0 
DICTIONARY FILE UPDATES: 27 AUG 2002 HIGHEST RN 445218-02-0 

TSCA INFORMATION NOW CURRENT THROUGH MAY 20, 2002 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

Crossover limits have been increased. See HELP CROSSOVER for details. 

Calculated physical property data is now available. See HELP PROPERTIES 
for more information. See STNote 27, Searching Properties in the CAS 
Registry File, for complete details: 
http : //www . cas . org/ONLINE/STN/STNOTES/stnotes27 . pdf 

=> FILE HCAPLUS 
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FILE 'HCAPLUS' ENTERED AT 15:30:54 ON 29 AUG 2002 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2002 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 29 Aug 2002 VOL 137 ISS 9 
FILE LAST UPDATED: 27 Aug 2002 (20020827/ED) 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

CAS roles have been modified effective December 16, 2001. Please 
check your SDI profiles to see if they need to be revised. For 
information on CAS roles, enter HELP ROLES at an arrow prompt or use 
the CAS Roles thesaurus (/RL field) in this file. 



I 



=> D QUE 

L16 STR 



H2N-- C- O- - -C- ■ C- OH 
8 9 10 11 12 13 14 

NODE ATTRIBUTES: 
DEFAULT MLEVEL IS ATOM 
DEFAULT ECLEVEL IS LIMITED 



GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 8 

STEREO ATTRIBUTES: NONE 
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FILE=REGISTRY SSS FUL L16 / 
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SEA 
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182 


SEA 


FILE=HCAPLUS ABB=ON 
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SEA 
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SEA 


FILE=REGISTRY ABB=ON 
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SEA 
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SEA 


FILE=REGISTRY ABB=ON 
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SEA 
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L26 OR L24 OR NH3 OR NH40H OR AMMON? 
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SEA 
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=> D L33 ALL 1-13 HITSTR 

L33 ANSWER 1 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 2002:295494 HCAPLUS 
DN 137:109152 

TI Studies directed toward the synthesis of the C15-C21 fragment of 

( - ) -discodermolide 
AU Chakraborty, Tushar K. ; Laxman, Pasunoori 

OS Indian Institute of Chemical Technology, Hyderabad, 500 007, India 
SO Journal of the Indian Chemical Society (2001), 78(10-12), 543-545 

CODEN: JICSAH; ISSN: 0019-4522 
PB Indian Chemical Society 
DT Journal 
LA English 

CC 26-9 (Biomolecules. and Their Synthetic Analogs) 

AB A novel method developed recently for the synthesis of chiral 

2-methyl-l, 3-diols by radical-mediated diastereoselective opening of 
trisubstituted epoxy ales, at the more substituted carbon serves as the 
key step in the studies directed toward the stereoselective synthesis of 
the C15-C21 fragment of {-) -discodermolide . 

ST discodermolide stereoselective synthesis 

IT Ring opening 

(radical, stereoselective; studies directed toward synthesis of C15-C21 

fragment of (-) -discodermolide ) 
IT Stereoselective synthesis 

(studies directed toward synthesis of C15-C21 fragment of 

( - ) -discodermolide ) 
IT 154335-30-5P, (-) -Discodermolide 443752-38-3P 

RL: PNU (Preparation, unclassified); PREP (Preparation) 

(studies directed toward synthesis of C15-C21 fragment of 

(- ) -discodermolide) 
IT 72657-23-9 160238-46-0 

RL: RCT (Reactant); RACT (Reactant or reagent) 

(studies directed toward synthesis of C15-C21 fragment of 

( - ) -discodermolide ) 

IT 153775-90-7P 443752-39-4P 443752-40-7P 443752-41-8P 443752-42-9P 
443752-43-OP 443752-44-lP 443752-45-2P 443752-46-3P 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(studies directed toward synthesis of C15-C21 fragment of 
( - ) -discodermolide ) 
IT 443752-47-4P 443752-48-5P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(studies directed toward synthesis of C15-C21 fragment of 
(- ) -discodermolide) 
RE.CNT 34 THERE ARE 34 CITED REFERENCES AVAILABLE FOR THIS RECORD 
RE 

(1) Balachandran, R; Anticancer Drugs 1998, V9, P67 HCAPLUS 

(2) Chakraborty, T; Chem Lett 2000, P80 HCAPLUS 

(3) Chakraborty, T; J Chem Soc, Perkin Trans 1 1997, P1257 HCAPLUS 

(4) Chakraborty, T; J Indian Chem Soc 1999, V76, P611 HCAPLUS 

(5) Chakraborty, T; Tetrahedron Lett 1998, V39, PlOl HCAPLUS 

(6) Clark, D; J Org Chem 1993, V58, P5878 HCAPLUS 

(7) Evans, D; Tetrahedron Lett 1990, V31, P7099 HCAPLUS 

(8) Evans, D; Tetrahedron Lett 1999, V40, P4461 HCAPLUS 

(9) Evans, P; Tetrahedron Lett 1993, V34, P8163 HCAPLUS 

(10) Filla, S; Tetrahedron Lett 1999, V40, P5449 HCAPLUS 

(11) Golec, J; Tetrahedron Lett 1993, V34, P8159 HCAPLUS 
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(12) Golec, J; Tetrahedron Lett 1993, V34, P8167 HCAPLUS 

(13) Gunasekera, S; J Org Chem 1990, V55, P4912 HCAPLUS 

(14) Gunasekera, S; J Org Chem 1991, V56, P1346 HCAPLUS 

(15) Harried, S; J Org Chem 1997, V62, P6098 HCAPLUS 

(16) Hung, D; J Am Chem. Soc 1996, V118, P11054 HCAPLUS 

(17) Kowalski, R; Mol Pharmacol 1997, V52, P613 HCAPLUS 

(18) Marshall, J; J Org Chem 1998, V63, P7885 HCAPLUS 

(19) Marshall, J; J Org Chem 1998, V63, P817 HCAPLUS 

(20) Misske, A; Tetrahedron 1999, V55, P4315 HCAPLUS 

(21) Miyazawa, M; Chem Lett 1997, P1191 HCAPLUS 

(22) Miyazawa, M; Chem Lett 1997, P1193 HCAPLUS 

(23) Nakatsuka, M; J Am Chem Soc 1990, V112, P5583 HCAPLUS 

(24) Nerenberg, J; J Am Chem Soc 1993, V115, P12621 HCAPLUS 

(25) Paterson, I; Angew Chem, Int Ed 2000, V39, P377 

(26) Paterson, I; J Chem Soc, Chem Commun 1993, P1790 HCAPLUS 

(27) Paterson, I; Synlett 1995, P498 HCAPLUS 

(28) Rychnovsky, S; Ace Chem Res 1998, V31, P9 HCAPLUS 

(29) Sajiki, H; Tetrahedron Lett 1995, V36, P3456 

(30) Schreiber, S; Chem Biol 1996, V3, P287 

(31) Smith, A; J Am Chem Soc 1995, V117, P12011 HCAPLUS 

(32) ter Haar, E; Biochemistry 1996, V35, P243 HCAPLUS 

(33) Yang, G; Tetrahedron Lett 1994, V35, P1313 HCAPLUS 

(34) Yang, G; Tetrahedron Lett 1994, V35, P2503 HCAPLUS 
IT 154335-30-5P, ( - ) -Discodermolide 

RL: PNU (Preparation, unclassified); PREP (PrGparation) 

(studies directed toward synthesis of C15-C21 fragment of 
(-) -discodermolide) 
RN 154335-30-5 HCAPLUS 

CN 2H-Pyran-2-one, 6- [ (2R, 3Z, 5R, 6R, 7R, 8Z, IIR, 12S, 13R, 14R, 15R, 16Z) -14- 

[ (aminocarbonyl) oxy] -2, 6, 12-trihydroxy-5, 7, 9, 11, 13, 15-hexamethyl-3, 8, 16, 18- 
nonadecatetraenyl] tetrahydro-4-hydroxy-3, 5-dimethyl-, (3S, 4R, 5S, 6R) - ( 9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 

PAGE 1-A 



OH Me Me 

R f- 2 R f- R 




NH2 



PAGE 1-B 



CH2 



L33 ANSWER 2 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 2001:52194 6 HCAPLUS 
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135:92376 

Preparation of (hydroxyalkyl ) carbamates via the ring- 
opening ammonolysis of 1, 3-dioxan-2-ones 

Clements, John H.; Klein, Howard P.; Marquis, Edward T.; Machac, James 



PA Huntsman Petrochemical Corp. , USA 
SO U.S., 6 pp. 

CODEN: USXXAM 
DT Patent 
LA English 
IC ICM C07C269-06 
NCL 560157000 

CC 23-20 (Aliphatic Compounds) 

Section cross-reference (s) : 45 

FAN.CNT 1 

PATENT NO. KIND DATE 



APPLICATION NO. DATE 



WO 2002026700 Al 20020404 WO 2001-US16053 20010518 
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AB When 6-member cyclic carbonate esters [I; H, (un) branched Cl-6 
alkyl] are subjected to ammonolysis using either anhyd. 
ammonia or aq. ammonium hydroxide, (hydroxyalkyl ) 

carbamates (II, III) are formed in high yield. Thus, 5-methyl-l, 3- 
dioxan-2-one was reacted with anhyd. ammonia at 

55 .degree, /14 0 psig, producing 2-methyl-3-hydroxypropyl carbamate in 94.5% 
yield . 

ST dioxanone ring opening ammonolysis 

prepn hydroxyalkyl carbamate; carboylation ring opening 
dioxanone prepn hydroxyalkyl carbamate 
IT Carbonate esters 

RL: RCT (Reactant); RACT (Reactant or reagent) 

( 1, 3-dioxan-2-ones; prepn. of (hydroxyalkyl) carbamates via 
the ring-opening ammonolysis of 
six-membered cyclic carbonates) 
IT Vacuum 

(in the purifn. of (hydroxyalkyl) carbamates prepd. via the 
ring-opening ammonolysis of 1,3- 
dioxan-2-ones ) 
IT Carbamoylation 

( ring- opening; prepn. of (hydroxyalkyl) carbamates 
via the ring-opening ammonolysis of 1,3- 
dioxan-2-ones ) 
IT Ammonolysis 

(ring- opening; prepn. of (hydroxyalkyl) carbamates 
via the ring-opening ammonolysis of 
six-membered cyclic carbonates) 
IT 1336-21-6, AmmoniTom hydroxide 7732-18-5, Water, 

reactions 87831-99-0, 5-Methyl-l , 3-dioxan-2-one 348110-00-9 
RL: RCT (Reactant); RACT (Reactant or reagent) 

(prepn. of (hydroxyalkyl) carbamates via the ring- 
opening ammonolysis of 1 , 3-dioxan-2-ones ) 
IT 7664-41-7, Ammonia, reactions 

RL: RCT (Reactant); REM (Removal or disposal); PROG (Process); RACT 
(Reactant or reagent) 

(prepn. of (hydroxyalkyl) carbamates via the ring- 
opening ammonolysis of 1 , 3-dioxan-2-ones ) 
IT 17361-58-9P 31521-82-lP 348109-99-9P 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(prepn. of (hydroxyalkyl) carbamates via the ring- 
opening ammonolysis of 1 , 3-dioxan-2-ones ) 
RE.CNT 12 THERE ARE 12 CITED REFERENCES AVAILABLE FOR THIS RECORD 

RE 

(1) Angeles; Synthetic Communications 1994, V24(17), P2441 HCAPLUS 

(2) Blank; US 4520167 1985 HCAPLUS 

(3) Blank; US 4820830 1989 HCAPLUS 

(4) Blank; US 5134205 1992 HCAPLUS 

(5) Coury; US 4883854 1989 HCAPLUS 

(6) Drysdale; US 6020499 2000 HCAPLUS 

(7) Forgione; US 5089617 1992 HCAPLUS 

(8) Green; International Waterborne, High-Solids, and Powder Coatings Symposium 
2000 

(9) Jacobs; US 4897435 1990 HCAPLUS 

(10) Parekh; US 4758632 1988 HCAPLUS 

(11) Porosoff; US 5102923 1992 HCAPLUS 

(12) Rehfuss; US 5605965 1997 HCAPLUS 
IT 1336-21-6, Ammoniiim hydroxide 

RL: RCT (Reactant); RACT (Reactant or reagent) 
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(prepn. of (hydroxyalkyl ) carbamates via the ring- 
opening ammonolysis of 1 , 3-dioxan-2-ones ) 

RN 1335-21-6 HCAPLUS 

CN Ammonium hydroxide ((NH4)(0H)) (9CI) (CA INDEX NAME) 



H4N-OH 



IT 7664-41-7, Anmonia, reactions 

RL: RCT (Reactant); REM (Removal or disposal); PROC (Process); RACT 
(Reactant or reagent) 

(prepn. of (hydroxyalkyl) carbamates via the ring- 
opening ammonolysis of 1 , 3-d.ioxan-2-ones ) 
RN 7664-41-7 HCAPLUS 

CN Ammonia (8CI, SCI) (CA INDEX NAME) 



NH3 



IT 31521-82-lP 348109-99-9P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. of (hydroxyalkyl) carbamates via the ring- 
opening ammonolysis of 1 , 3-dioxan-2-ones ) 
RN 31521-82-1 HCAPLUS 

CN 1, 3-Butanediol, 3-carbamate (SCI, 9CI) (CA INDEX NAME) 



0 

II 

O- C- NH2 
Me- CH- CH2- CH2- OH 



RN 348109-99-9 HCAPLUS 

CN 1, 3-Propanediol, 2-methyl-, monocarbamate (9CI) (CA INDEX NAME) 



Me O 
I II 
HO- CH2- CH- CH2- O- C" NH2 



L33 ANSWER 3 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1999:566027 HCAPLUS 
DN 131:184942 

TI Preparation of 3- ( 5-isoxazolyl ) - or 3-phenylpropylamine derivatives as 

central muscle relaxants 
IN Matsui, Takeaki; Tanaka, Yuichiro; Inoue, Masaki; Etoh, Shugo; Noda, 

Masatoshi; Yabuki, Tetsuaki; Toga, Tetsuo; Amagishi, Hiroaki; Hayakawa, 

Maki; Tanaka, Chikage; Matsumura, Yumi 
PA Maruho Kabushikikaisha, Japan 
SO PCT Int. Appl., 66 pp. 

CODEN: PIXXD2 
DT Patent 
LA Japanese 
IC ICM C07D211-14 
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ICS C07D261-08; C07D277-28; C07D295-092; C07D307-52; C07D307-81; 
C07D333-20; C07D333-58; A61K031-40; A61K031-42; A51K031-425; 
A61K031-445; A61K031-535 ; A61K031-55 
CC 28-6 (Heterocyclic Compounds (More Than One Hetero Atom)) 

Section cross-reference (s) : 1 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI WO 9943556 Al 19990902 WO 1999-JP759 19990219 

W: CN, JP, KR, US 

RW: AT, BE, CH, CY, DE, DK, ES, FI , FR, GB, OR, IE, IT, LU, MC, NL, 

PT, SE 

PRAI JP 1998-43998 19980225 

OS MARPAT 131:184942 

GI 



i 

0C0NH2 



AB Propylamine derivs. represented by formula ACH (02CNHR5 ) CR1R2CH2NR3R4 and 
salts thereof (wherein A is substituted aryl or optionally substituted 
heteroaryl; Rl and R2 are the same or different lower alkyls, or one of Rl 
and R2 is hydrogen and the other is lower alkyl, lower alkoxy, aryl, 
aralkyl, or lower alkoxy- or lower alkylthio-substituted lower alkyl; one 
of R3 and R4 is hydrogen or lower alkyl and the other is lower cycloalkyl, 
or R3 or R4 are the same or different lower alkyls or are bonded to each 
other to form a ring which contains one or more nitrogen or 
oxygen atoms and is optionally substituted by lower alkyl, lower alkanoyl, 
or aralkyl; and R5 is hydrogen, lower alkyl, or aryl) are prepd. These 
compds . are useful as central muscle relaxants or for the treatment of 
urination disorders. Thus, ( IR, 2R) -5- [ l-hydroxy-2- ( 1- 
pyrrolidinylmethyl) butyl] -3-phenylisoxazole was condensed with Ph 
chlorocarbonate in pyridine/CH2C12 at room temp, for 2 h and the amidated 
with NH3 in 2-propanol at room temp, for 4 h to give, after salt 
formation with oxalic acid, ( IR, 2R) -5- [ 1- ( carbamoyloxy) -2- ( 1- 
pyrrolidinylmethyl) butyl] -3-phenylisoxazole [I.(C02H)2]. I.(C02H)2 at 4.0 
mg/kg p.o relaxed 84.7% decerebrate rigidity in rats. 

ST isoxazolylpropylamine prepn central muscle relaxant; urination disorder 
treatment carbamoyloxypyrrolidinylmethylbutylphenylisoxazole; 
phenylisoxazole carbamoyloxy pyrrolidinylmethyl butyl prepn; 
phenylpropylamine prepn central muscle relaxant 

IT Muscle relaxants 

(central; prepn. of { isoxazolyl ) propylamine derivs. as central muscle 
relaxants and for treatment of urination disorders) 

IT Micturition 

(disorder; prepn. of (isoxazolyl)propylamine derivs. as central muscle . 
relaxants and for treatment of urination disorders) 
IT 240123-98-2P 240124-01-OP 240124-04-3P 240124-08-7P 240124-12-3P 
240124-14-5P 240124-16-7P 240124-17-8P 240124-20-3P 240124-22-5P 
240124-23-6P 240124-25-8P 240124-26-9P 240124-29-2P 240124-31-6P 
240124-32-7P 240124-33-8P 240124-34-9P 240124-55-4P 240124-56-5P 
240124-57-6P 240124-58-7P 240124-61-2P 240404-84-6P 



KATHLEEN FULLER EIC 1700/LAW LIBRARY 308-4290 



SACKEY 09/863558 Page 12 



RL: BAG (Biological activity or effector, except adverse); BSU (Biological 
study, unclassified); SPN (Synthetic preparation); THU (Therapeutic use); 
BIOL (Biological study); PREP (Preparation); USES (Uses) 

(prepn. of ( isoxazolyl ) propylamine derivs. as central muscle relaxants 
and for treatment of urination disorders) 
IT 75-04-7, Ethylamine, reactions 98-59-9, p-Toluenesulf onyl chloride 

103-71-9, Phenyl isocyanate, reactions 123-75-1, Pyrrolidine, reactions 
141-75-3, n-Butyryl chloride 17016-83-0, (S) -4-Isopropyloxazolidin-2-one 
64840-90-0 72418-40-7 95530-58-8, (R) -4-Isopropyloxazolidin-2-one 
145588-94-9 166740-28-9 166740-30-3 166740-32-5 179077-80-6 
240124-65-6 240124-67-8 240124-68-9 240124-69-0 240124-70-3 
RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(prepn. of (isoxazolyl) propylamine derivs. as central muscle relaxants 
and for treatment of urination disorders) 
IT 157796-13-9P 240124-27-OP 240124-28-lP 240124-30-5P 240124-35-OP 
240124-36-lP 240124-37-2P 240124-38-3P 240124-39-4P 
240124-40-7P 240124-41-8P 240124-42-9P 240124-43-OP 
240124-44-lP 240124-45-2P 240124-46-3P 240124-47-4P 
240124-48-5P 240124-49-6P 240124-50-9P 240124-51-OP 
240124-52-lP 240124-53-2P 240124-54-3P 240124-59-8P 
240124-60-lP 240124-62-3P 240124-63-4P 240124-64-5P 
RL: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(prepn. of (isoxazolyl) propylamine derivs. as central muscle relaxants 
and for treatment of urination disorders) 
RE.CNT 5 THERE ARE 5 CITED REFERENCES AVAILABLE FOR THIS RECORD 

RE 

(1) Avramova, P; Pharmazie 1983, V38(7), P443 HCAPLUS 

(2) Bayer Ag; DE 3019496 A HCAPLUS 

(3) Bayer Ag; EP 4 0740 A HCAPLUS 

(4) Bayer Ag; US 4 4 95184 A HCAPLUS 

(5) Bayer Ag; JP 5716841 A 1982 

IT 240124-38-3P 240124-43-OP 240124-48-5P 
240124-53-2P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP 
(Preparation); RACT (Reactant or reagent) 

(prepn. of ( isoxazolyl ) propylamine derivs. as central muscle relaxants 
and for treatment of urination disorders) 
RN 240124-38-3 HCAPLUS 

CN 1, 3-Propanediol, 2-ethyl-l- ( 3-phenyl-5-isoxazolyl ) -, 1-carbamate, (1R,2S)- 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (+) . 



RN 240124-43-0 HCAPLUS 

CN 1, 3-Propanediol, 2-ethyl-l- { 3-phenyl-5-isoxazolyl )- , 1-carbamate, {1S,2R)- 
(901) (CA INDEX NAME) 
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Absolute stereochemistry. Rotation {-) 




0 NH2 



RN 240124-48-5 HCAPLUS 

CN 1, 3-Propanediol, 2-ethyl-l- (3-phenyl-5-isoxazolyl) -, 1-carbamate, (IR, 2R) 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (+) . 




RN 240124-53-2 HCAPLUS 

CN 1, 3-Propanediol, 2-ethyl-l- ( 3-phenyl-5-isoxazolyl) -, 1-carbamate, (1S,2S) 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-). 



L33 ANSWER 4 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1999:286766 HCAPLUS 
DN 131:129813 

TI Natural product synthesis based on the stereospecif ic acyclic 
stereocontrol 

AU Miyazawa, Masahiro; Maruyama, Kimiyuki; Sasaki, Shinobu; Ohnuma, Satoshi; 

Ishibashi, Naoki; Sasaki, Minoru; Miyashita, Masaaki 
CS Graduate School of Science, Hokkaido University, Japan 
SO Tennen Yuki Kagobutsu Toronkai Koen Yoshishu (1998), 40th, 211-216 
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CODEN: TYKYDS 
PB Nippon Kagakkai 
DT Journal 
LA Japanese 

CC 26-9 (Biomolecules and Their Synthetic Analogs) 
GI 



Et Me 



AB The authors recently developed a novel acyclic stereocontrol based on the 
stereospecif ic methylation of . gamma .,. delta . -epoxy acrylates with 
trimethylaluminum in the presence of water by which both anti and syn 
compds . can be highly stereoselectively synthesized from trans- and 
cis- . gamma .,. delta . -epoxy acrylates, resp. The authors report here 
stereospecif ic internal alkylation of terminal epoxides and stereospecif i 
construction of asym. quaternary carbons via .gamma., . delta . -epoxy 
acrylates. The authors also report synthetic studies toward total 
synthesis of a marine natural product discodermolide and epothilone based 
on the above methodologies. Regio- and stereoselective internal 
alkylation of terminal epoxides has little been known. The authors 
designed such a reaction using . gamma .,. delta . -epoxy acrylates with 
trimethylaluminum. The reaction of terminal . gamma .,. delta . -epoxy 
acrylates (S)- and (R)-I, easily prepd. from D-mannitol, with excess 
trimethylaluminum in the presence of water proceeded regiospecif ically at 
the . gamma . -position to give (R)- and (S)-II, as the sole product, resp., 
with maintenance of optical integrity. Regarding stereospecif ic 
construction of asym. quaternary carbons via . gamma . -Alkyl- . gamma .,. delta 
epoxy acrylates, the authors found that the reaction of 

. gamma . -alkyl- . gamma .,. delta . -epoxy acrylates with trial kylaluminum and 
water occurs regio- and stereo-specif ically at the . gamma . -position as 
well yielding an asym. quaternary carbon. Thus, treatment of (4R)- and 
(4S)-III with excess trimethylaluminum in the presence of water gave (4R) 
and (4S)-IV as a single product, resp., in which a Me group was 
stereospecif ically introduced at the . gamma . -position with net inversion 
of configuration. Regarding synthetic studies on discodermolide and 
epothilone, the authors set out synthesis of discodermolide having potent 
immunosuppressive activity based on the above stereospecif ic acyclic 
stereocontrol. Discodermolide was divided into three segments in which 
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the segment B having three contiguous chiral centers and the segment C 
possessing five chiral centers have been highly stereoselectively 
synthesized. Stereoselective synthesis of the C1-C9 segment of epothilone 
having potent anticancer activity was also carried out in which five asym. 
centers was highly stereoselectively constructed by repeating the above 
methylation reaction. 

ST stereospecif ic acyclic stereocontrol natural product synthesis 

IT Natural products 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(natural product synthesis based on stereospecif ic acyclic 
stereocontrol ) 

IT Alkylation 

(stereoselective; natural product synthesis based on stereospecif ic 
acyclic stereocontrol) 
IT 191275-35-1 191275-36-2 234769-47-2 234769-48-3 
RL: RCT (Reactant); RACT (Reactant or reagent) 

(natural product synthesis based on stereospecif ic acyclic 
stereocontrol ) 

IT 127943-53-7P, Discodermolide 152044-53-6DP, Epothilone a, 

analogs 191275-37-3P 191275-38-4P 234769-49-4P 234769-50-7P 
RL: SPN (Synthetic preparation); PREP (Preparation) 

(natural product synthesis based on stereospecif ic acyclic 
stereocontrol) 
IT 75-24-1, Trimethyl aluminum 

RL: RCT (Reactant); RACT (Reactant or reagent) 

( stereospecif ic alkylation and epoxide ring opening 
by) 

IT 127943-53-7P, Discodermolide 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(natural product synthesis based on stereospecif ic acyclic 
stereocontrol) 

RN 127943-53-7 HCAPLUS ■ 
CN 2H-Pyran-2-one, 6- [ (2S, 3Z, 5S, 6S, 78, 8Z, IIS, 12R, 13S, 14S, 15S, 16Z) -14- 

[ (aminocarbonyl)oxy]-2, 6, 12-trihydroxy-5 , 7 , 9, 11, 13, 15-hexamethyl-3, 8, 16, 18- 
nonadecatetraenyl] tetrahydro-4-hydroxy-3 , 5-dimethyl- , (3R, 48, 5R, 6S) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 

PAGE 1-A 



0 NH2 

II 

O 



PAGE 1-B 



CH2 
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L33 ANSWER 5 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1999:202358 HCAPLUS 
DN 130:267674 

TI Total Synthesis of (+)-Polyoxin J 
AU Ghosh, Arun K.; Wang, Yong 

CS Department of Chemistry, University of Illinois at Chicago, Chicago, IL, 
60607, USA 

SO Journal of Organic Chemistry (1999), 64(8), 2789-2795 

CODEN: JOCEAH; ISSN: 0022-32 63 
PB American Chemical Society 
DT Journal 
LA English 

CC 33-7 (Carbohydrates) 
OS CASREACT 130:267674 

AB Stereoselective total synthesis of (+)-polyoxin J is described. The 
synthesis was achieved in a convergent manner by coupling protected 
thymine polyoxin C and 5-O-carbamoyl polyoxamic acid and subsequent 
removal of the protecting groups. The key steps of the synthesis of ■ 
protected thymine polyoxin C involved the stereoselective electrophilic 
epoxidn. of an E-allyl ale. derived from isopropylidene D-ribose deriv. , 
followed by regioselective epoxide opening of the syn-"epoxide and 
conversion of resulting azido diol to protected thymine polyoxin C. 
Protected polyoxamic acid was synthesized stereoselectively by utilizing 
Sharpless epoxidn. of a tartrate-derived allylic ale. followed by a 
regioselective epoxide ring opening with 
diisopropoxytitanium diazide. 

ST thymine polyoxin C stereoselective epoxidn regioselective epoxide opening; 
polyoxin J stereoselective total synthesis 

IT Ring opening 

(regioselective; total synthesis of (+) -polyoxin J) 

IT Epoxidation 

(stereoselective; total synthesis of (+) -polyoxin J) 

IT 65-71-4, Thymine 108818-00-4 131121-18-1 

RL: RCT (Reactant); RACT (Reactant or reagent) 
(total synthesis of (+) -polyoxin J) 

IT 58934-84-2P 90661-54-4P 105309-43-lP 127257-35-6P 127646-34-8P 

130193-61-2P 143833-90-3P 155023-01-lP 213973-65-OP 222400-52-4P 
222400-53-5P 222400-54-6P 222400-56-8P 222400-57-9P 222403-61-4P 
RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(total synthesis of (+) -polyoxin J) 

IT 22976-89-2P 143833-91-4P 222400-55-7P 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(total synthesis of (+) -polyoxin J) 

RE.CNT 5 9 THERE ARE 5 9 CITED REFERENCES AVAILABLE FOR THIS RECORD 

RE 

(1) Akita, H; Heterocycles 1998, V47, P157 HCAPLUS 

(2) Auberson, Y; Tetrahedron 1990, V46, P7019 HCAPLUS 

(3) Banik, B; J Org Chem 1993, V58, P307 HCAPLUS 

(4) Barrett, A; J Org Chem 1990, V55, P3853 HCAPLUS 

(5) Browers, B; J Bacteriol 1974, V199, P564 

(6) Carlsen, P; J Org Chem 1981, V46, P3986 

(7) Caron, M; J Org Chem 1988, V53(3), P5185 

(8) Castro, B; Tetrahedron Lett 1975, P1219 HCAPLUS 

(9) Charette, A; Tetrahedron : Asymmetry 1993, V4, P2283 HCAPLUS 

(10) Chida, N; J Chem Soc Chem Commun 1994, Pill HCAPLUS 

(11) Damodaran, N; J Am Chem Soc 1971, V93, P3812 

(12) Dehoux, C; J Org Chem 1998, V63, P2 601 HCAPLUS 
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Dondoni, A; J Chem Soc Chem Commun 1995, P2127 HCAPLUS 
Dondoni, A; J Org Chem 1997, V52, P54 97 HCAPLUS 
Dondoni, A; Tetrahedron Lett 1993, V34, P5479 HCAPLUS 
Dureault, A; Tetrahedron Lett 1989, V30, P4527 HCAPLUS 
Evina, C; Tetrahedron Lett 1996, V37, P153 HCAPLUS 
Gao, Y; J Am Chem Soc 1987, V109, P5765 HCAPLUS 
Garner, P; J Org Chem 1990, V55, P3772 HCAPLUS 
Ghosh, A; Drug Des Discovery 1993, VIO, P77 HCAPLUS 
Ghosh, A; J Org Chem 1996, V61, P6175 HCAPLUS 
Ghosh, A; J Org Chem 1998, V63, P6735 HCAPLUS 

Gooday, G; Abh Dtsch Akad Wiss DDR Abt Math Naturwiss Technol 1979, V2N- 
P159 

Gooday, G; Biochemistry of Cell Walls and Membranes in Fungi 1990, P61 
Harwood, L; Chem Commun 1998, P2641 HCAPLUS 
Hori, M; Agric Biol Chem 1974, V38, P698 
Hungerbuhler, E; Helv Chim Acta 1981, V64, P687 
lida, H; J Org Chem 1987, V52, P3337 HCAPLUS 
Isono, K; Agric Biol Chem 1965, V29, P848 HCAPLUS 
Isono, K; Agric Biol Chem 1967, V31, P190 HCAPLUS 
Isono, K; Heterocycles 1979, V13, P333 HCAPLUS 
Isono, K; J Am Chem Soc 1969, V91, P7490 HCAPLUS 
Isono, K; J Antibiot 1988, V41, P1711 HCAPLUS 
Jackson, R; J Org Chem 1995, V60, P6431 HCAPLUS 
Johnson, M; Tetrahedron Lett 1979, P4347 HCAPLUS 
Johnson, R; Catalytic Asymmetric Synthesis 1993, P103 HCAPLUS 
Jorgensen, K; Heterocycles 1998, V47, P679 HCAPLUS 
Kitamura, M; J Org Chem 1984, V4 9, P3517 HCAPLUS 
Konig, W; Liebigs Ann Chem 1986, P407 
Kuzuhara, H; Tetrahedron Lett 1973, P5055 HCAPLUS 
Levene, P; J Biol Chem 1934, P299 HCAPLUS 
Marshall, J; J Org Chem 1994, V59, P5139 HCAPLUS 
Matsumura, F; Tetrahedron Lett 1994, V35, P733 
Mehta, R; Antimicrob Agents Chemother 1984, V25, P373 HCAPLUS 
Millar, A; J Org Chem 1986, V51, P189 HCAPLUS 
Miyashita, M; Chem Commun 1996, P1027 HCAPLUS 
Mukaiyama, T; Chem Lett 1982, P929 HCAPLUS 
Mukaiyama, T; Tetrahedron 1990, V46, P265 HCAPLUS 
Mukaiyama, T; Tetrahedron 1990, V46, P265 HCAPLUS 
Naka, T; Tetrahedron Lett 1971, P95 HCAPLUS 
Ohrui, H; Tetrahedron Lett 1971, P4267 HCAPLUS 
Ojima, I; J Org Chem 1998, V63, P224 HCAPLUS 
Paz, M; J Org Chem 1993, V58, P6990 HCAPLUS 
Saito, S; Tetrahedron Lett 1989, V30, P837 HCAPLUS 
Sakaitani, M; Tetrahedron Lett 1988, V29, P2983 HCAPLUS 
Saksena, A; J Org Chem 1986, V51, P5024 HCAPLUS 
Tabusa, F; Chem Lett 1984, P405 HCAPLUS 
Trost, B; J Am Chem Soc 1996, V118, P6520 HCAPLUS 
Vorbruggen, H; Chem Ber 1981, V114, P1234 
IT 22976-89-2P 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(total synthesis of (+)-polyoxin J) 
RN 2297 6-89-2 HCAPLUS 

CN .beta.-D-Allofuranuronic acid, 5- [ [2-amino-5-0- (aminocarbonyl) -2-deoxy- 
xylonoyl] amino] -1, 5-dideoxy-l- (3, 4-dihydro-5-methyl-2 , 4-dioxo-l (2H) - 
pyrimidinyl) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (+) . 
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CO2H 

NH2 OH 



L33 ANSWER 6 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1997:421294 HCAPLUS 
DN 127:34005 

TI Novel sulfamate compounds containing an N-substituted carbamoyl group, 

useful as CNS drugs, and method for preparing them 
IN Choi, Yong Moon; Han, Dong II; Kim, Hyung Cheol 
PA Yukong Limited, S. Korea 
SO PCT Int. Appl., 146 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
IC ICM C07C307-02 

ICS A61K031-27 

CC 25-21 (Benzene, Its Derivatives, and Condensed Benzenoid Compounds) 

Section cross-reference ( s ) : 1 
FAN.CNT 3 



PATENT NO. 




KIND 


DATE 


APPLICATION NO. 


DATE 


WO 


9716418 




Al 


19970509 


WO 1996-KR190 


19961101 




W: CA, 


CN, 


JP 










RW: AT, 


BE, 


CH, DE, 


DK, ES, FI, 


FR, GB, GR, IE, IT, 


LU, MC, 


CA 


2209229 




AA 


19970509 


CA 1996-2209229 


19961101 


EP 


801642 




AI 


19971022 


EP 1996-935567 


19961101 


EP 


801642 




Bl 


20001220 








R: BE, 


CH, 


DE, DK, 


ES, FR, GB, 


GR, IT, LI, NL, SE, 


PT, IE 


CN 


1173864 




A 


19980218 


CN 1996-191830 


19961101 


CN 


1077570 




B 


20020109 






JP 


10512591 




T2 


19981202 


JP 1996-517235 


19961101 


ES 


2154840 




T3 


20010416 


ES 1996-935567 


19961101 


KR 


1995-39456 


A 


19951102 






KR 


1996-49052 


A 


19961028 






WO 


1996-KR190 


W 


19961101 







MARPAT 127:34005 



/ OS02NR3r4 

— 0C0NR1r2 



Novel sulfamate compds . contg. an N-substituted carbamoyl group . 
disclosed, specifically I [Ar = (un) substituted Ph; Rl, R2, R3, : 
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alkyl, cycloalkyl, aryl; or NR1R2 and/or NR3R4 may form 3- to 7-membered 
aliph. cyclic structure (s) with another N or O atom], including 
both their racemates and (R)- and (S) -optical isomers. I are useful for 
the prophylaxis and treatment of disorders of the central nervous system, 
esp. nervous myalgia, epilepsy, and minimal brain dysfunction (no data) . 
For instance, reaction of AcOCH2CHPhCH20H with carbonyldiimidazole in 
CH2C12 and then with aq. NH3 gave 95% AcOCH2CHPhCH20CONH2 . This 
compd. was deacetylated with KCN in MeOH (88%), and the resultant ale. was 
sulfamoylated with C1S02NH2 in pyridine (85%), to give title compd. 
H2NS020CH2CHPhCH20CONH2 . A variety of substituted I, including (R)- and 
(S) -isomers, were prepd. by this and other methods. 
ST phenylpropanediol carbamate sulfamate prepn CNS drug; antiepileptic 

propanediol carbamate sulfamate prepn 
IT Muscle, disease 

(myalgia, treatment; prepn. of phenylpropanediol carbamate sulfamate 
compds . as CNS agents) 
IT Cytoprotective agents 

(neuroprotectants; prepn. of phenylpropanediol carbamate sulfamate 
compds. as CNS agents) 
IT Anticonvulsants 

Nervous system agents 

(prepn. of phenylpropanediol carbamate sulfamate compds. as CNS agents) 
IT Brain, disease 

(stroke, treatment; prepn. of phenylpropanediol carbamate sulfamate 
compds. as CNS agents) 
IT Brain 

(treatment of minimal dysfunction; prepn. of phenylpropanediol 
carbamate sulfamate compds. as CNS agents) 
IT 25451-53-OP 171433-01-5P 171433-04-8P 

178759-04-lP 17B759-44-9P 190589-95-8P 190589-96-9P 190589-97-OP 

190589- 98-lP 190589-99-2P 190590-00-2P 190590-01-3P 190590-03-5P 

190590- 04-6P 190590-05-7P 190590-06-8P 190590-07-9P 190590-08-OP 
190590-16-OP 190590-17-lP 190590-19-3P 190590-20-6P 190590-21-7P 
190590-22-8P 190590-23-9P 190590-24-OP 190590-25-lP 190590-26-2P 
190590-27-3P 190590-28-4P 190590-29-5P 190590-30-8P 190590-38--6-P- 
190590-39-7P 190590-47-7P 190590-48-8P 190590-49-9P 190590-50-2P 
190590-51-3P 190590-52-4P 190590-53-5P 190590-54-6P 190590-55-7P 
190590-56-8P 190590-57-9P 190590-58-OP 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(intermediate; prepn. of phenylpropanediol carbamate sulfamate compds. 

as CNS agents) 

IT 190590-09-lP 190590-10-4P 190590-11-5P 190590-12-6P 190590-13-7P 
190590-14-8P 190590-15-9P 190590-18-2P 190590-31-9P 190590-32-OP 
190590-33-lP 190590-34-2P 190590-35-3P 190590-36-4P 190590-37-5P 
190590-41-lP 190590-42-2P 190590-43-3P 190590-44-4P 190590-45-5P 
190590-46-6P 190590-59-lP 

RL: BAC (Biological activity or effector, except adverse); BSU (Biological 
study, unclassified); SPN (Synthetic preparation); THU (Therapeutic use); 
BIOL (Biological study); PREP (Preparation); USES (Uses) 

(prepn. of phenylpropanediol carbamate sulfamate compds. as CNS agents) 
IT 74-89-5, Methylamine, reactions 75-31-0, Isopropylamine, reactions 

103-71-9, Phenyl isocyanate, reactions 110-91-8, Morpholine, reactions 
124-40-3, Dimethylamine, reactions 530-62-1 765-30-0, Cyclopropylamine 
7778-42-9, Sulfamoyl chloride 110230-69-8 110270-51-4 126986-28-5 
190590-60-4 190590-61-5 190897-00-8 
RL: RCT (Reactant); RACT (Reactant or reagent) 

(starting material; prepn. of phenylpropanediol carbamate sulfamate 
compds. as CNS agents) 
IT 25451-53-OP 171433-01-5P 171433-04-8P 
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RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP 
(Preparation); RACT (Reactant or reagent) 

(intermediate; prepn. of phenylpropanediol carbamate sulfamate comp 

as CNS agents) 
25451-53-0 HCAPLUS 

1, 3-Propanediol, 2-phenyl-, monocarbamate (SCI, 9CI) (CA INDEX NAME) 



HO- CH2— CH" CH2— 0- C" NH2 
RN 171433-01-5 HCAPLUS 

CN 1, 3-Propanediol, 2-phenyl-, monocarbamate, (2S)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 



171433-04-8 HCAPLUS 

1, 3-Propanediol, 2-phenyl-, monocarbamate, (2R)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 



ANSWER 7 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
1992:570572 HCAPLUS 
117 : 170572 

Unique carbamation of 2- (2-pyridyl ) -1, 3-propanediol by phosgenatio 
followed by ammonolysis 

Choi, Yong Moon; Rosso, Victor; Kucharczyk, Norbert; Sofia, R. Dua 

Wallace Lab., Cranbury, NJ, 08512, USA 

J. Org. Chem. (1992), 57(21), 5764-6 

CODEN: JOCEAH; ISSN: 0022-3263 

Journal 

English 

22-4 (Physical Organic Chemistry) 
Section cross-reference ( s ) : 27 
CASREACT 117:170572 



KATHLEEN FULLER EIC 1700/LAW LIBRARY 308-4290 



SACKEY 09/863558 



CH2OH 




=rx CH2OH 




The unique phosgenation between 2- ( 2-pyridyl ) -1, 3-propanediol and ClCOCl 

in pyridine or THF contg. Et3N makes available intramol. cyclic, 

IH-pyrido [1, 2-c] [1,3] -3, 4-dihydro-4- (hydroxymethyl) -l-oxooxazinium 

chloride salt (I) which is characterized. NH3 reacts with I to 

give RCH (CH20H) CH202CNH2 (R = 2-pyridyl). The combined reactions 

(phosgenation and ammonolysis) , thus, are systematically studied 

and compared at 0. degree., -30. degree., and -70. degree.. The unexpected 

products, the deprotonated second cyclic intermediate, 

IH, 3H-pyrido [1, 2-c] [1, 3] oxazin-4-hydroxymethyl-l-one (II) and 

2- (2-pyridyl ) -3-hydroxypropene, are derived from the salt-like 

intermediate by . alpha . -proton abstraction. At an appropriate lower temp. 

the carbamation successfully competes with the . alpha . -proton abstraction. 

carbamation pyridylpropanediol mechanism; phosgenation ammonolysis 

pyridylpropanediol; pyridooxoazinium chloride ammonolysis 

Ring cleavage 

(of pyridodihydro (hydroxymethyl) oxooxazinium chloride by 
ammonia, deprotonation vs.) 
Cyclocondensation reaction 

(of pyridylpropanediol with phosgene) 
Ammonolysis 

(phosgenation and, of pyridylpropanediol, mechanism of) 
Protonation and Proton transfer reaction 

(deprotonation, of pyridodihydro (hydroxymethyl ) oxooxazinium chloride by 
ammonia or amines, ring cleavage and) 
Acylation 

(phosgenation, ammonolysis and, for carbamation of 
pyridylpropanediol, mechanism of) 
7664-41-7 
RL: RCT (Reactant) 

(ammonolysis, phosgenation and, of pyridylpropanediol, 
mechanism of) 
49745-42-8, 2- ( 2-Pyridyl ) - 1 , 3-propanediol 
RL: RCT (Reactant) 

(carbamation of, with phosgene in presence of triethylamine, mechanism 

of) 

75-44-5, Phosgene 
RL: RCT (Reactant) 

(carbamation with, of pyridylpropanediol) 
137518-88-8P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(prepn. and ring cleavage and deprotonation of, mechanism of) 

554-68-7P, Triethylamine hydrochloride 58379-60-5P 137094-10-lP 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(prepn. of) 

86199-37-3P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(prepn. of, mechanism of) 
12408-02-5 
RL: RCT (Reactant) 
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(protonation and Proton transfer reaction, deprotonation, of 

pyridodihydro (hydroxymethyl ) oxooxazinium chloride by ammonia 

or amines, ring cleavage and) 
IT 7664-41-7 

RL: RCT (Reactant) 

(ammonolYsis, phosgenation and, of pyridylpropanediol , 

mechanism of) 
RN 7664-41-7 HCAPLUS 

CN AiTunonia (8CI, 9CI) (CA INDEX NAME) 



NH3 



IT 86199-37-3P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(prepn. of, mechanism of) 
RN 86199-37-3 HCAPLUS 

CN 1, 3-Propanediol, 2- ( 2-pyridinyl ) - , monocarbamate (ester) (9CI) (CA INDEX 
NAME) 



CH2-0H O 
N, CH-CH2 — 0-C-NH2 

I 
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TI Preparation and testing of bactericidal . alpha . -hydroxy- . beta . -lysine 
derivatives 
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SO Eur. Pat. Appl . , 120 pp. 
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DT Patent 
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GI 



NH2 



AB R1CHR2CH {OR3)CH2CHR4CH2COR5 [I; Rl, R4 = (substituted) amino; R2 = H, 

(substituted) alkyl; R3 = H, protecting group; R5 = OH, amino, etc.] _ 
useful as antibacterials, were prepd. H2NCH2CH (OH) CH2CH (NHBOC) CH2CONHCH2C 
H2C(:NH)NH2.2HC1 (BGC = Me3C02C) in DMF was acylated by crotonic acid in 
the presence of Et3N/DCC/hydroxybenzotriazole and the product was 
deprotected with CF3C02H to give . delta . -hydroxy- . beta . -lysine deriv. II. 
Several II had MIC's of 100 .mu.g/mL against Streptococcus aureus 308A-I 
andEDSO's in mice of 4.42-25 mg/kg s.c. 

ST hydroxybetalysine deriv prepn antibacterial; bactericide 

alkenylcarbonylhydroxybetalysine; lysine hydroxybeta prepn antibacterial; 
amino acid deriv hydroxylysine prepn bactericide 

IT Yeast 

(chiral redn. by, of ketoaminobutyrate deriv.) 
IT Pseudomonas acidovorans 

(deacylation by, of hydroxylysine deriv., in prepn. of bactericide) 
IT Pseudomonas fluorescens 

(hydroxylysine deriv. manuf. with, in prepn. of bactericide) 
IT Bactericides, Disinfectants, and Antiseptics 

(hydroxylysine derivs . ) 
IT Asymmetric synthesis and induction 
(of hydroxylysine bactericides) 
IT Amino acids, preparation 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(derivs., hydroxylysine, prepn. of, as bactericides) 
IT 501-53-1, Carbobenzoxy chloride 17341-93-4, 2,2,2- 
Trichloroethoxycarbonyl chloride 
RL: RCT (Reactant) 

(acylation by, of amino lactone deriv., in prepn. of bactericide) . 
IT 98-88-4, Benzoyl chloride 501-53-1, Benzyloxycarbonyl chloride 
2614-88-2 3724-65-0, 2-Butenoic acid 
RL: RCT (Reactant) 

(acylation by, of hydroxylysine deriv., in prepn. of bactericide) 
IT 110-44-1, Sorbic acid 91028-39-6 
RL: RCT (Reactant)' 

(acylation by, of . beta . -lysine deriv., in prepn. of bactericide) 
IT 60099-09-4, Benzyl formimidate hydrochloride 113904-16-8 
RL: RCT (Reactant) 

(amidation by, of hydroxylysine deriv., in prepn. of bactericide) 
IT 82353-56-8 

RL: RCT (Reactant) 

(chiral cyclocondensation of, with silyloxydiene deriv.) 
IT 38330-80-2, Potassium monomethyl malonate 
RL: RCT (Reactant) 

(condensation of, with alanine deriv.) 
IT 7803-57-8, Hydrazine hydrate 51127-12-9 60099-09-4, Benzyl formimidate 
hydrochloride 82102-87-2 107819-90-9 119962-71-9 
RL: RCT (Reactant) 

(condensation of, with hydroxylysine deriv., in prepn. of bactericide) 
IT 15761-38-3, BOC-Ala-OH 
RL: RCT (Reactant) 
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in prepn. of bactericide) 



(condensation of, with malonate) 
3850-40-6 4530-20-5 7764-95-6 15761-38-3 119962-72-0 
RL: RCT (Reactant) 

(condensation of, with . beta . -amino lysine deriv., in prepn. 

bactericide) 
3262-72-4 

RL: RCT (Reactant) 

(condensation of, with . beta . -lysine deriv., 
105-45-3, Methyl acetoacetate 
RL: PROC (Process) 

(conversion of, to silyl enol ether) 
111408-79-8 
RL: RCT (Reactant) 

(hydrogenation of, in prepn. of bactericide) 
111337-84-9 111337-85-0 111337-86-1 111465-40-8 
RL: RCT (Reactant) 

(manuf. with Pseudomonas fluorescens, in synthesis of bactericides) 
74-88-4, Methyl iodide, reactions 
RL: RCT (Reactant) 

(methylation of, of hydroxylysine deriv., in prepn. of bactericide) 
119962-69-5P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. and condensation of, with aminopimelic acid deriv. ) 
67609-52-3P 

RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation) 



(prepn. and cyclocondensation of 
bactericide) 
119960-28-OP 119960-29-lP 
119960-34-8P 
119960-39-3P 
119960-44-OP 
119960-49-5P 
119960-53-lP 
119960-58-6P 
119962-96-8P 
120021-40-lP 



with alaninal deriv. 



119960-30-4P 
119960-35-9P 
119960-40-6P 
119960-45-lP 



119960-33-7P 
119960-38-2P 
119960-43-9P 
119960-48-4P 
119960-52-OP 
119960-57-5P 
119962-70-8P 
119996-78-OP 
120053-43-2P 
RL: RCT (Reactant) 
( Preparation) 

(prepn. and deprotection of, in prepn 
119962-97-9P 119962-98-OP 



119960-31-5P 
119960-36-OP 
119960-41-7P 
119960-46-2P 



119960-50-8P 119960-51-9P 

119960-54-2P 119960-55-3P 



119960-59-7P 
119976-64-6P 
120021-41-2P 



119960-60-OP 
119976-65-7P 
120021-42-3P 



prepn. of — 

119960-32-6P 
119960-37-lP 
119960-42-8P 
119960-47-3P 

119960-56-4P 
119960-61-lP 
119976-91-9P 
120021-55-8P 



SPN (Synthetic preparation) ; PREP 

of bactericide) 



RL : RCT 


(Reactant); SPN 


(Synthetic preparation); PREP 


(Preparation) 






(prepn . 


and 


deprotection 


of, in prepr 


. of 


hydroxylysine 


bactericide ) 


111305- 


50- 


IP 


119960- 


62 


-2P 


119960- 


63- 


3P 


119960- 


64 


-4P 


119960- 


65- 


5P 


119960- 


66- 


6P 


119960- 


67 


-7P 


119960- 


68- 


8P 


119960- 


69 


-9P 


119960- 


70- 


2P 


119960- 


71- 


3P 


119960- 


72 


-4P 


119960- 


73- 


5P 


119960- 


74 


-6P 


119960- 


75- 


7P 


119960- 


76- 


8P 


119960- 


77 


-9P 


119960- 


78- 


OP 


119960- 


79 


-IP 


119960- 


80- 


4P 


119960- 


81- 


5P 


119960- 


82 


-6P 


119960- 


83- 


7P 


119960- 


84 


-8P 


119960- 


85- 


9P 


119960- 


86- 


OP 


119960- 


87 


-IP 


119960- 


88- 


2P 


119960- 


89 


-3P 


119960- 


90- 


6P 


119960- 


91- 


7P 


119960- 


92 


-8P 


119960- 


93- 


9P 


119960- 


94 


-OP 


119960- 


95- 


IP 


119960- 


96- 


2P 


119960- 


97 


-3P 


119960- 


98- 


4P 


119960- 


99 


-5P 


119961- 


00- 


IP 


119961- 


01- 


2P 


119961- 


02 


-3P 


119961- 


03- 


4P 


119961- 


04 


-5P 


119961- 


05- 


6P- 


119961- 


06- 


7P 


119961- 


07 


-8P 


119961- 


08- 


9P 


119961- 


09 


-OP 


119961- 


10- 


3P 


119961- 


11- 


4P 


119961- 


12 


-5P 


119961- 


13- 


6P 


119961- 


14 


-7P 


119961- 


15- 


8P 


119961- 


16- 


9P 


119961- 


17 


-OP 


119961- 


18- 


IP 


119961- 


19 


-2P 


119961- 


20- 


5P 


119961- 


21- 


6P 


119961- 


22 


-7P 


119961- 


23- 


8P 


119961- 


24 


-9P 


119961- 


25- 


OP 


119961- 


26- 


IP 


119961- 


27 


-2P 


119961- 


28- 


3P 


119961- 


29 


-4P 


119961- 


30- 


7P 


119961- 


31- 


8P 


119961- 


32 


-9P 


119961- 


33- 


OP 


119961- 


34 


-IP 


119962- 


90- 


2P 


119962- 


91- 


3P 


119976- 


66 


-8P 


119976- 


67- 


9P 


119976- 


68 


-OP 


119976- 


69- 


IP 


119976- 


70- 


4P 


120015- 


52 


-3P 


120021- 


43- 


4P 


120021- 


44 


-5P 
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RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation) 

(prepn. and reaction of, in prepn. of bactericide) 
119962-89-9P 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation) 
(prepn. and reaction of, in prepn. of hydroxylysine bactericide) 
111337-87-2P 111337-88-3P 119960-27-9P 119961-35-2P 119961- 
119961-37-4P 119961-38-5P 119961-39-6P 119961-40-9P 119961- 
119961-44-3P 119961-45-4P 119961- 
119961-49-8P 119961-50-lP 119961- 
119961-54-5P 119961-55-6P 119961- 



119961-42-lP 
119961-47-6P 
119961-52-3P 
119961-57-8P 
119961-61-4P 
119961-67-OP 
119961-72-7P 
119961-77-2P 
119961-82-9P 
119961-87-4P 
119961-92-lP 

119961- 97-6P 

119962- 03-7P 
119962-08-2P 
119962-13-9P 
119962-18-4P 
119962-24-2P 
119962-29-7P 
119962-34-4P 
119962-40-2P 
119962-45-7P 
119962-50-4P 
119962-57-lP 
119962-53-9P 
119962-68-4P 
119976-74-8P 
119976-79-3P 
119976-84-OP 
119976-89-5P 
120021-48-9P 
120021-53-6P 



119961-43-2P 
119961-48-7P 
119961-53-4P 
119961-58-9P 
119961-62-5P 
119961-68-lP 
119961-73-8P 
119961-78-3P 
119961-83-OP 
119961-88-5P 
119961-93-2P 

119961- 98-7P 

119962- 04-8P 
119962-09-3P 
119962-14-OP 
119962-20-8P 
119962-25-3P 
119962-30-OP 
119962-36-6P 
119952-41-3P 
119962-46-8P 
119962-51-5P 
119962-59-3P 

119962- 64-OP 

119963- 00-7P 
119976-75-9P 
119976-80-6P 
119976-85-lP 
119976-90-8P 
120021-49-OP 
120021-54-7P 



119961-59-OP 119961-60-3P 

119961-63-6P 119961-64-7P 



119961-69-2P 
119961-74-9P 
119961-79-4P 
119961-84-lP 
119961-89-6P 
119961-94-3P 

119961- 99-8P 

119962- 05-9P 
119962-10-6P 
119962-15-lP 
119962-21-9P 
119962-26-4P 
119962-31-lP 
119962-37-7P 
119962-42-4P 
119962-47-9P 
119962-52-6P 
119962-60-6P 
119962-65-lP 
119976-71-5P 
119976-76-OP 
119976-81-7P 
119976-86-2P 
119976-94-2P 
120021-50-3P 
120053-44-3P 

RL: BAG (Biological activity or effector, except adverse) 
(Synthetic preparation) ; BIOL (Biological study) ; PREP 
(Preparation) 

(prepn. of, as bactericide) 
7013-07-2P 62269-44-7P 80503-94-2P 82961-77-lP 87554-49-2P 
101669-78-7P 109579-16-OP 111305-59-OP 111305-61-4P 111305- 
111305-71-6P 111305-72-7P 111305- 
111305-79-4P 111305-80-7P 111407- 
119960-00-8P 119960-01-9P 119960- 
119960-05-3P 119960-06-4P 119960- 
119960-10-OP 119960-11-lP 119960- 
119960-15-5P 119960-16-6P 119960- 
119960-20-2P 119960-21-3P 119960- 
119960-25-7P 119960-26-8P 119962- 
119962-75-3P 119962-76-4P 119962- 
119962-80-OP 119962-81-lP 119962- 
119962-85-5P 119962-86-6P 119962- 
119962-95-7P 119962-99-lP 119976- 
120021-31-OP 120021-32-lP 120021- 
120021-36-5P 120021-37-6P 120021- 



111305-65-8P 
111305-75-OP 

119959- 98-7P 

119960- 03-lP 
119960-08-6P 
119960-13-3P 
119960-18-8P 
119960-23-5P 
119962-73-lP 
119962-78-6P 
119962-83-3P 
119962-88-8P 
120021-29-6P 
120021-34-3P 
120021-39-8P 



111305-58-lP 
111305-77-2P 

119959- 99-8P 

119960- 04-2P 
119960-09-7P 
119960-14-4P 
119960-19-9P 
119960-24-6P 
119962-74-2P 
119962-79-7P 
119962-84-4P 
119962-93-5P 
120021-30-9P 
120021-35-4P 
120052-38-2P 



119961-70-5P 
119961-75-OP 
119961-80-7P 
119961-85-2P 
119961-90-9P 

119961- 95-4P 

119962- 01-5P 
119962-06-OP 
119962-11-7P 
119962-16-2P 
119962-22-OP 
119962-27-5P 
119962-32-2P 
119962-38-8P 
119962-43-5P 
119962-48-OP 
119962-54-8P 
119962-61-7P 
119962-66-2P 
119976-72-6P 
119976-77-lP 
119976-82-8P 
119976-87-3P 
120021-46-7P 
120021-51-4P 
120053-45-4P 



119961 
119961- 
119961- 
119961- 
119961- 
119961- 
119961- 
119962- 
119962- 
119962- 
119962- 
119962- 
119962- 
119962- 
119962- 
119962- 
119962- 
119962- 
119962- 
119962- 
119976- 
119976- 
119976- 
119976- 
120021- 
120021- 
120053- 
SPN 



36-3P 
41-OP 

46- 5P 

51- 2P 
56-7P 

66- 9P 
71-6P 
7,6-LP_ 
81-8P 
86-3P 
91-OP 
96-5P 
02-6P 
07-lP 
12-8P 
17-3P 
23-lP 
28-6P 
33-3P 
39-9P 
44-6P 
49-lP 
55-9P 
62-8P 

67- 3P 
73-7P 
78-2P 
83-9P 
88-4P 

47- BP 

52- 5P 
46-5P 



-62-5P 
•74-9P 
-96-6P 
-02-OP 
-07-5P 
-12-2P 
-17-7P 
-22-4P 
-58-2P 
-77-5P 
-82-2P 
-87-7P 
-92-OP 
-33-2P 
-38-7P 



RL: SPN (Synthetic preparation); PREP (Preparation) 
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(prepn. of, as bactericide intermediate) 
IT 119963-01-8P 119963-02-9P 119963-03-OP 119963-04-lP 119963-05-2P 
120021-57-OP 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(prepn. of, as intermediate for bactericide) 
IT 107-30-2, Methoxymethyl chloride 116-11-0 994-30-9, Triethylsilyl 
chloride 3970-21-6, Methoxyethoxymethyl chloride 25512-65-6, 
Dihydropyran 58479-61-1, tert-Butyldiphenylsilyl chloride 
RL: RCT (Reactant) 

(protection by, of hydroxylysine deriv., in prepn. of bactericide) 
IT 111305-66-9 111305-70-5 111337-87-2 119962-92-4 119962-94-6 
120021-56-9 
RL: RCT (Reactant) 

(reaction of, in prepn. of bactericide) 
IT 867-44-7 34670-47-8, 1-Methylhydrazinoacetic acid 51127-12-9 
119976-93-1 
RL: RCT (Reactant) 

(reaction of, in prepn. of hydroxylysine bactericide) 
IT 75-77-4, Trimethylsilyl chloride, reactions 2986-19-8, 

S-Methylisothiourea 22509-74-6, N-Carboethoxyphthalimide 
RL: RCT (Reactant) 

(reaction of, with hydroxylysine deriv., in prepn. of bactericide) 
IT 86-81-7, 3, 4, 5-Trimethoxybenzaldehyde 
RL: RCT (Reactant) 

(reductive alkylation by, of hydroxylysine deriv., in prepn. of 
bactericide) 
IT 100-52-7, Benzaldehyde, reactions 

RL: RCT (Reactant) • --- 

(reductive alkylation by, of hydroxylysine deriv., in prepn. of sodium 
cyanoborohydride ) 
IT 75-07-0, Acetaldehyde, reactions 
RL: RCT (Reactant) 

(reductive ethylation by, of amino acid deriv., in presence of sodium 
cyanoborohydride ) 
IT 50-00-0, Formaldehyde, reactions 
RL: RCT (Reactant) 

(reductive methylation of amino acid by, in the presence of sodium 
cyanoborohydride ) 
IT 110-60-1, 1, 4-Butanediamine 
RL: RCT (Reactant) 

(ring-opening by, of . delta . -lactone ) 
IT 119960-51-9P 

RL: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation) 

(prepn. and deprotection of, in prepn. of bactericide) 
RN 119960-51-9 HCAPLUS 

CN L-threo-Hexonamide, 6- [ [3- [ (aminocarbonyl ) oxy ] -2- [ [ ( 1 , 1- 

dimethylethoxy) carbonyl] amino] -1-oxopropyl] amino] -N- (3-amino-3- 
iminopropyl) -2,3,4, 6-tetradeoxy-3- [ [ (1, 1-dimethylethoxy) carbonyl] amino] -, 
monohydrochloride, (S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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• HCl 



IT 119961-60-3P 

RL: BAG (Biological activity or effector, except adverse); SPN 
(Synthetic preparation) ; BIOL (Biological study) ; PREP 
(Preparation) 

(prepn. of, as bactericide) 
RN 119961-60-3 HCAPLUS 

CN L-threo-Hexonamide, 3-ainino-6- [ [2-ainino-3- [ ( aminocarbonyl ) oxy] -1- 
oxopropyl] amino] -N- ( 3-aniino-3-iminopropyl ) -2, 3, 4, 6-tetradeoxy-, 
trihydrochloride, (S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



• 3 HCl 



L33 ANSWER 9 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1972:419419 HCAPLUS 
DN 77:19419 

TI Chlorof ormate and carbonate derivatives of substituted and unsubstitut 

l-phenyl-2 , 2-dialkyl-l, 3-dihydroxypropanes 
IN Kulka, Kurt 

PA Fritzsche Dodge and Olcott Inc. 

SO U.S., 10 pp. Division of U.S. 3,415,844 (CA 71;91102q). 

CODEN: USXXAM 
DT Patent 
LA English 
IC C07C; A61K 
NCL 260463000 

CC 25-21 (Noncondensed Aromatic Compounds) 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 
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US 3629314 A 19711221 US 1968-761875 19680923 

For diagraiti{s) , see printed CA Issue. 

Monocarbamates (I) (R = H, OMe, Me2CH, Me, CI; Rl = H or RRl = 0CH20; R2 = 

H or C0NH2 .noteq. R3 = H or C0NH2) were prepd. from the corresponding 

propanediols by treatment with C1C02R (R = Et or Me) and Me3N to give the 
corresponding monoalkyl and cyclic carbonates and then 
ammonolysis of the carbonates. The monocarbamates were potential 
tranquilizers . 

carbamate tranquilizer; propanediol carbamate tranquilizer 
24020-78-8P 24020-79-9P 24020-80-2P 24020-81-3P 

24020-82-4P 24020-83-5P 24020-84-6P 24020-85-7P 24020-86-8P 
24020-87-9P 24020-88-OP 24020-89-lP 24020-90-4P 24020-91-5P 
24026-62-8P 24026-65-lP 24026-66-2P 24026-67-3P- 
24026-70-8P 24026-75-3P 24026-76-4P 24G63-46-5P 

35615-31-7P 36088-40-lP 36088-41-2P 36088-42-3P 36088-43-4P 
RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. of) 
33950-46-8 
RL: RCT (Reactant) 

(reaction of with phosgene) 
79-22-1 

RL: RCT (Reactant) 

(reaction of, with (methoxyphenyl ) dimethyldihydroxypropane ) 
103-71-9 

RL: RCT (Reactant) 

(reaction of, with (methylenedioxy) phenyl-2 , 2-dimethyldihydroxypropane) 
24793-94-0 35615-33-9 
RL: RCT (Reactant) 

(reaction of, with ethyl chlorof ormate ) 
35613-25-3 . . _ - 

RL: RCT (Reactant) 

(reaction of, with ethyl isocyanate) 
35615-32-8 
RL: RCT (Reactant) 

(reaction of, with ethylchlorof ormate ) 
24793-83-7 
RL: RCT (Reactant) 

(reaction of, with methyl chlorof ormate ) 
109-90-0 

RL: RCT (Reactant) 

(reaction of, with naphthyldimethyldihydroxypropane ) 
75-44-5 

RL: RCT (Reactant) 

(reaction of, with phenyldimethyldihydroxypropane ) 
31758-87-9 
RL: RCT (Reactant) 

(reaction of, with phosgene) 
24020-79-9P 24026-66-2P 24026-67-3P 
24026-76-4P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. of) 
24020-79-9 HCAPLUS 

1, 3-Propanediol, 1- ( 4 -chlorophenyl ) -2 , 2-dimethyl-, 1-carbamate (9CI) (CA 
INDEX NAME) 
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H2N— C-0 Me 

CH— C— CH2-OH 



RN 24026-66-2 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l-phenyl-, 1-carbamate (8CI, 9CI) (CA INDEX 
NAME) 



0 Ph Me 
II I I 

H2N- C- 0- CH- C- CH2- OH 



RN 24026-67-3 HCAPLUS 

CN 1, 3-Propanediol, 2 , 2-diinethyl-l-phenyl- , 3-carbamate (SCI, 9CI) (CA INDEX 
NAME) 



Ph Me 0 
I I II 
HO- CH- C- CH2- O- C- NH2 

Me 



RN 24026-76-4 HCAPLUS 

CN 1, 3-Propanediol, 1- (4-chlorophenyl) -2, 2-dimethyl-, 3-carbamate (9CI) (CA 
INDEX NAME) 



CH" C- CH2- O- C- NH2 



L33 ANSWER 10 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1972:405217 HCAPLUS 
ON 77:5217 

TI Monocarbamates and n-alkyl or N-phenyl monocarbamates of substituted and 

unsubstituted l-phenyl-2, 2-dialkyl-l, 3-dihydroxypropanes 
IN Kulka, Kurt 

PA Fritzsche Dodge and Olcott Inc. 

SO U.S., 11 pp. Division of U.S. 3,415,844 (CA 71;91102q). 
CODEN: USXXAM 
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DT Patent 
LA English 
IC C07D 
NCL 260340500 

CC 25-21 {Noncondensed Aromatic Compounds) 

Section cross-reference ( s ) : 28 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



US 3637753 A 19720125 US 1968-761797 19680923 

For diagram(s), see printed CA Issue. 

Division of U.S. 3,415,844 (CA 71: 91102q) . The title compds . , useful 
animal relaxants, were prepd. Thus, 1- (4-methoxyphenyl) -2, 2-dimethyl-l, 
dihydroxypropane (I), Me02CCl, pyridine, and C6H6 was stirred 1 hr and 
then heated 5 hr at 52-62 . degree . to give 15-20% of the cyclic 
carbonate (II, R = 4-MeO) of I. NH3(g) was passed 17 hr into a 
soln. of II in aq. NH3-isopropanol to give a mixt . of mono 
carbamates RC6H4CH (02CNHR1 ) CMe2CH20H (III, R = 4-MeO, Rl = H) and 
RC6H4CH (OH) CMe2CH202CNHRl (IV, R = 4-MeO, Rl = H) . Similarly prepd. wer 
.apprx.lO analogs of II as well as .apprx.lO carbamate mixts, including 
III (R = H, Rl = Ph) and IV (R = H, Rl = Ph) . 

carbamate phenyl hydroxypropane; carbonate phenyl hydroxypropane 
24020-78-8P 24020-79-9P 24020-80-2P 24020-81-3P 

24020-82-4P 24020-83-5P 24020-84-6P 24020-90-4P 24020-91-5P 

24020-92-6P 24020-93-7P 24026-60-6P 24026-61-7P 24026-62-8P 

24026-63-9P 24026-64-OP 24026-65-lP 

24026-66-2P 24026-67-3P 24026-68-4P 24026-69-5P 

24026-70-8P 24026-71-9P 24026-72-OP 24026-73-lP 

24026-74-2P 24026-75-3P 24026-76-4P 24026-77-5P 

24026-78-6P 24063-00-lP 24063-01-2P 24793-83-7P 

24793-94-OP 25321-45-3P 25321-46-4P 25321-47-5P 25321-48-6P 
25321-49-7P 25897-12-5P 36851-20-4P 36851-21-5P 
36851-22-5P 36851-23-7P 36911-07-6P 36911-08-7P 
RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. of) 
36851-29-3 
RL: ROT (Reactant) 

(reaction of, with ammonia and phosgene) 
78-84-2 

RL: RCT (Reactant) 

(reaction of, with benzaldehydes ) 
31758-87-9 33950-46-8 35613-25-3 35615-33-9 36851-35-1 
RL: RCT (Reactant) 

(reaction of, with chlorof ormates ) 
122-03-2 123-11-5 1334-78-7 
RL: RCT (Reactant) 

(reaction of, with isobutyraldehyde ) 
75-44-5 79-22-1 103-71-9 109-90-0 541-41-3 624-83-9 
RL: RCT (Reactant) 

(reaction of, with phenyldihydroxypropanes ) 
7664-41-7, reactions 
RL: RCT (Reactant) 

(with carbonate and formate esters) 
24020-79-9P 24026-63-9P 24026-64-OP 
24026-66-2P 24026-67-3P 24026-71-9P 
24026-72-OP 24026-76-4P 24063-00-lP 
24063-01-2P 25321-48-6P 25321-49-7P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(prepn. of) 
24020-79-9 HCAPLUS 
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CN 1, 3-Propanediol, 1- ( 4 -chlorophenyl ) -2 , 2-dimethyl- , l-carbamate (9CI) (CA 
INDEX NAME) 



II 

H2N— C-O Me 

i I 

CH— C— CH2-0H 
i ll I 



RN 24026-63-9 HCAPLUS 

CN 1, 3-Propanediol, 1- { 4 -methoxyphenyl ) -2 , 2-dimethyl- , l-carbamate (9CI) (CA 
INDEX NAME) 



II 

H2N-C-0 Me 

CH— C-CH2-bH 
I 1 1 Me 



MeO 

RN 24026-64-0 HCAPLUS 

CN 1, 3-Propanediol, 1- ( 4 -methoxyphenyl ) -2 , 2-dimethyl- , 3-carbamate (9CI) (CA 
INDEX NAME) 



OH Me O 

I I II 

CH~ C- CH2~ O- C- NH2 



RN 24026-65-2 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l-phenyl-, l-carbamate (SCI, 9CI) (CA I-NDEX- 
NAME) 



0 Ph Me 
H2N- C— 0- CH- C- CH2- OH 



RN 24026-67-3 HCAPLUS 

CN 1, 3-Propanediol, 2 , 2-dimethyl-l-phenyl- , 3-carbamate (8CI, 9CI) (CA INDEX 
NAME) 
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Ph Me O 

I I II 
HO- CH— C- CH2- C- NH2 



RN 24026-71-9 HCAPLUS 

CN 1 , 3-Propanediol, 2, 2-dimethyl-l- [4- ( 1-methylethyl ) phenyl] -, 1-carbamate 
(9CI) (CA INDEX NAME) 



H2N-C-0 Me 

CH" C--CH2"-0H 



RN 24026-72-0 HCAPLUS 

CN 1 , 3-Propanediol, 2, 2-dimethyl-l- [4- (l-methylethyl)phenyl] -, 3-carbamate 
(9CI) (CA INDEX NAME) 

OH Me O 
CH- C- CH2~ O- C- NH2 
j 1 1 Me 



RN 24026-76-4 HCAPLUS 

CN 1, 3-Propanediol, 1- { 4 -chlorophenyl) -2 , 2-dimethyl- , 3-carbamate (9CI) (CA 
INDEX NAME) 



OH Me O 
I I II 
CH- C- CH2- 0- C- NH2 

Me 



RN 24063-00-1 HCAPLUS 

CN 1, 3-Propanediol, 1- (1, 3-benzodioxol-5-yl) -2, 2-dimethyl-, 1-carbamate (9CI) 
(CA INDEX NAME) 
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Me O-C-NH2 
H0-CH2-C~CH 



RN 24063-01-2 HCAPLUS 

CN 1, 3-Propanediol, 1- ( 1 , 3-benzodioxol-5-yl ) -2 , 2-dimethyl- , 3-carbamate { 9CI 
(CA INDEX NAME) 



0 Me OH 

II I I 

H2N- C- 0- CR2~ C- CH 



RN 25321-48-6 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l- (methylphenyl) -, 1-carbamate ( 9CI ) (CA 
INDEX NAME) 



Dl-Me 



Me Dl O 

I I il 
HO- CH2-" C- CH- O- C— NH2 

Me 



RN 25321-49-7 HCAPLUS ' 
CN 1, 3-Propanediol, 2 , 2-dimethyl-l- (methylphenyl )- , 3-carbamate (9CI) (CA 
INDEX NAME) 
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I I 



Dl-Me 



OH Me O 



I I II 
Dl- CH- C- CH2- O- C- NH2 



Me 



IT 



7664-41-7, reactions 
RL: RCT (Reactant) 



RN 
CN 



(with carbonate and formate esters) 
7664-41-7 HCAPLUS 

Ammonia {8CI, 9CI) (CA INDEX NAME) 



NH3 



L33 ANSWER 11 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1970:21476 HCAPLUS 
DN 72:21476 

TI Hypnotic and tranquili zing l-aryl-2, 2-dialkyl-l, 3-dihydroxypropane 

derivatives 
IN Kulka, Kurt 
PA Fritzsche Brothers, Inc. 
SO S. African, 4 6 pp. 

CODEN: SFXXAB 
DT Patent 
LA English 

CC 25 (Noncondensed Aromatic Compounds) 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI ZA 6704670 19690203 ZA 19670803 

GI For diagram (s), see printed CA Issue. 

AB p-RlC6H4CH(OR2)CMeRCH20R3 (I) and II (R = Me or Pr, Rl = H, Me, MeO, 

iso-Pr, or CI, R2 and R3 = H, C02Me, C02Et, cONH2, CONHMe, CONHEt, or 
CONHPh), having sedative, hy pnotic, and tranquilizing activities are 
prepd. from I {R2 = R3 = H) . For example, 140 g 85% methanolic KOH was 
treated with a mixt . of 272 g p-MeOC6H4CHO and 360 g iso-PrCHO over 1 . 5 hr 
at 44-9. degree., stirred at 42. degree, for 3 hr, cooled to 30. degree., 
acidified (AcOH) , coned, to remove 250 ml MeOH, and dild. with water to 
sep. 65.5% I (R = Me, Rl = MeO, R2 = R3 = H) (III), b6 178-93 . degree . , m. 
71. 5-2 .degree. . A mixt. of 50 g III, 70 ml benzene, and 26 g pyridine was 
treated with 37 g ClC02Me in 30 ml benzene at 18-25 . degree . over 45 min, 
stirred at room temp, and 52-62 . degree . for 1 and 5 hr, resp. to give a 
mixt. of monomethyl and cyclic carbonates of III. II (R = Me, 
Rl = MeO, 15-20%), m. 138-9 . degree . , was crystd. from iso-PrOH. 
Introduction of NH3 into a mixt. of 55 g III, 80 ml iso-PrOH and 
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30 ml 28% aq. NH3 at room temp, for 17 hr gave 50 g 

monocarbamate mixt . of III. A soln. of 218 g C0C12 in 2 1 . toluene was 
treated with 180 g' I (R = Me, Rl = R2 = R3 = H) (IV) in 100 g pyridine and 
500 ml CHC13 at -1-4. degree, over 12.5 hr to give, after 17 hr, 90% II (R 
= Me, Rl = H) (V), m. 112-14 . degree . . Treatment of V with NH3 
gave 54.2% monocarbamate mixt. of IV. A soln. of 214 g I (R = Me, Rl = 
CI, R2 = R3 = H) (VI) in 400 ml tetrahydrof uran contg. 125 g PhNMe2 was 
added to 104 g C0C12 in 200 ml toluene at -5. degree., cooled to 
-7. degree., treated with 2 moles 28-9% aq. NH3 to give, after 
removal of PhNMe2 by steam distn. , 50-5% I (R = Me, Rl = CI, R2 = H, R3 = 
C0NH2), m. 134. degree.. Treatment of 0.5 mole VI and 0.54 mole Et3N in 
150 ml benzene with 0.55 mole ClC02Et gave 137.5 g monoethyl carbonate 
mixt. of VI, which was heated at 120-70 . degree . /6-7 mm for 20 hr to give 
82.1 g II (R = Me, Rl = CI,) (VII), m. 120-3 . degree . . Treatment of 240 g 
VII in 360 ml iso-PrOH contg. 100 ml 28-9% aq. NHS with 
NHS for 18 hr at 35-40 . degree . gave 45% I (R = Me, Rl = CI, R2 = 
C0NH2, R3 = H), m. 171. degree.. A soln. of 180 g IV in 200 ml 
tetrahydrofuran was treated with a soln. of 62.7 g MeNCO in 100 ml 
tetrahydrof uran followed by 3 drops pyridine to give, after 24 hr 70% 
monomethylcarbamate mixt. of IV. Acetylation of 53.6 g VI with 16.5 g 
AcOH in 150 ml toluene contg. 0. 25 g p-MeC6H4S03H gave 80% I (R = Me, Rl 
= CI, R2 = H, R3 = Ac), m. 7 8 . 5-80 . degree . . Treatment of I (R = Me, Rl = 

R2 = H, R3 = Ac) (VIII) and Et3N in toluene with C0C12 followed by 

NHS and subsequent hydrolysis gave I (R = Me, Rl = R3 = H, R2 = 

C0NH2) . Treatment of VIII and Et3N in toluene with ClC02Et followed by 

NHS and subsequent hydrolysis gave I (R = Me, Rl = R3 = H, R2 = 

C0NH2). Other compds . such as derivs . of 1- ( 3 , 4-methylenedioxyphenyl ) - 

and 1- ( 1-naphthyl ) -2 , 2-dimethyl-l , 3-dihydroxypropanes are also similarly 

prepd. 

benzenes dihydroxypropyl substituted; hypnotic dihydroxypropylbenzenes ; 
dihydroxypropylbenzenes hypnotic; tranquilizers dihydroxypropylbenzenes 
24020-78-8P 24020-79-9P 24020-80-2P 24020-81-3P 

24020-82-4P 24020-83-5P 24020-84-6P 24020-85-7P 24020-86-8P 

24020-87-9P 24020-88-OP 24020-89-lP 24020-90-4P 24020-91-5P 

24020-92-6P 24020-93-7P 24026-60-6P 24026-61-7P 24026-62-8P 

24026-63-9P 24026-64-OP 24026-65-lP 

24026-66-2P 24026-67-3P 24026-68-4P 24026-69-5P 

24026-70-8P 24026-71-9P 24026-72-OP 24026-73-lP 

24026-74-2P 24026-75-3P 24026-76-4P 24026-77-5P 

24026-78-6P 24063-00-lP 24063-01-2P 24063-46-5P 

24793-83-7P 24793-94-OP 25321-45-3P 25321-46-4P 25321-47-5P 

25S21-48-6P 25321-49-7P 25897-12-5P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. of) 
24020-79-9P 24026-6S-9P 24026-64-OP 
24026-66-2P 24026-67-3P 24026-71-9P 
24026-72-OP 24026-76-4P 24063-00-lP 24063 

-01-2P 25321-48-6P 25321-49-7P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. of) 
24020-79-9 HCAPLUS 

1, 3-Propanediol, 1- (4-chlorophenyl)-2, 2-dimethyl-, 1-carbamate (9CI) (CA 
INDEX NAME) 
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O 

H2N-C-O Me 

CH— C— CH2-OH 




CI 



RN 24026-63-9 HCAPLUS 

CN 1, 3-Propanediol, 1- (4-methoxyphenyl) -2, 2-dimethyl-, 1-carbamate ( 9CI ) (CA 
INDEX NAME) 



H2N-C-O Me 



CH— C-CH2-OH 



RN 24026-64-0 HCAPLUS 

CN 1, 3-Propanediol, 1- { 4 -methoxyphenyl ) -2 , 2-dimethyl- , 3-carbamate (9CI) (CA 
INDEX NAME) 



OH Me 0 

I I II 
. CH- C- CH2— O" C- NH2 



RN 24026-66-2 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l-phenyl-, 1-carbamate (SCI, 9CI) (CA INDEX 
NAME) 



O Ph Me 

II I I 

H2N- C- O- CH- C- CH2- OH 

Me 



RN 24026-67-3 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l-phenyl-, 3-carbamate (8CI, 9CI) (CA INDEX 
NAME) 
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Ph Me O 
I I II 
HO- CH- C- CH2- 0- C- NH2 



24026-71-9 HCAPLUS 

1, 3-Propaneciiol, 2, 2-dimethyl-l- [4- ( 1-methylethyl ) phenyl ] -, l-carbamate 
(9CI) (CA INDEX NAME) 



I I 

CH--C-CH2-0H 



24026-72-0 HCAPLUS ' " 

1, 3-Propanediol, 2, 2-dimethyl-l- [4- (l-methylethyl)phenyl] -, 3-carbamate 
(9CI) (CA INDEX NAME) 



OH Me O 
CH— C— CH2- O- C- NH2 



24026-76-4 HCAPLUS 

1, 3-Propanediol, 1- ( 4-chlorophenyl) -2, 2-dimethyl-, 3-carbamate (9CI) (CA 
INDEX NAME) 



OH Me O 

I I II 

CH- C- CH2- 0- C- NH2 



24063-00-1 HCAPLUS 

1, 3-Propanediol, 1- ( 1, 3-benzodioxol-5-yl) -2, 2-dimethyl-, l-carbamate (9CI) 
(CA INDEX NAME) 
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0 

Me 0-C-NH2 

I I 

H0-CH2-C-CH Q 

Me I l| 1^ 

RN 24063-01-2 HCAPLUS 

CN 1, 3-Propanediol, 1- (1, 3-benzodioxol-5-yl) -2, 2-dimethyl-, 3-carbamate " ( 9Cl 
(CA INDEX NAME) 

O Me OH 

I! 1 1 

H2N-C-O-CH2-C-CH Q 




RN 25321-48-6 HCAPLUS 

CN 1, 3-Propanediol, 2 , 2-dimethyl-l- (methylphenyl ) -, 1-carbamate (9C1) (CA 
INDEX NAME) 

II 1 

Dl-Me 

Me Dl O 
HO- CH2- C- CH- O- C- NH2 
Me 

RN 25321-49-7 HCAPLUS 

CN 1, 3-Propanediol, 2 , 2-dimethyl-l- (methylphenyl ) 3-carbamate (9CI) (CA 
INDEX NAME) 
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Dl— Me 



OH Me 0 
I I II 
Dl- CH- C- CH2- O- C- NH2 

Me 



L33 ANSWER 12 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1969:491101 HCAPLUS 
DN 71:91101 

TI Derivatives of glycol carbonates and carbamates 
PA Fritzsche Brothers, Inc. 
SO Fr . , 16 pp. 

CODEN : FRXXAK 
DT Patent 
LA French 
IC C07C; A61K 

CC 25 (Noncondensed Aromatic Compounds) 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



FR 1534503 19680726 FR 19670821 

l-Phenyl-2, 2-dialkyl-l, 3-dihydroxypropanes, and their derivs, substituted 
in the C6H6 ring, were converted into carbonates, carbamates and 
N-substituted carbamates. Thus, 4-C1C6H4CH (OH) CMe2CH20H, treated 
successively with C0C12 and NH3 gave 4-C1C6H4CH- 
(OH)CMe2CH20CONH2. 

carbonates glycol; glycol carbonates; carbamates glycol 
24020-78-8P 24020-79-9P 24020-80-2P 24020-81-3P 

24020-82-4P 24020-83-5P 24020-84-6P 24020-85-7P 24020-86-8P 

24020-87-9P 24020-88-OP 24020-89-lP 24020-90-4P 24020-91-5P 

24020-92-6P 24020-93-7P 24026-60-6P 24G26-61-7P 24026-62-8P 

24026-63-9P 24026-64-OP 24026-65-lP 

24026-66-2P 24026-67-3P 24026-68-4P 24026-69-5P 

24026-70-8P 24026-71-9P 24026-72-OP 24026-73-lP 

24026-74-2P 24026-75-3P 24026-76-4P 24026-77-5P 

24026-78-6P 24063-00-lP 24063-01-2P 24063-46-5P 

25321-45-3P 25321-46-4P 25321-47-5P 25321-48-6P 

25321-49-7P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(prepn. of) 
24020-79-9P 24026-63-9P 24026-64-OP 
24026-66-2P 24026-67-3P 24026-71-9P 
24026-72-OP 24026-76-4P 24063-00-lP 
24063-01-2P 25321-48-6P 25321-49-7P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(prepn. of) 
24020-79-9 HCAPLUS 
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CN 1, 3-Propanediol, 1- ( 4-chlorophenyl ) -2 , 2-dimethyl- , 1-carbamate (9CI) (CA 
INDEX NAME) 



O 

II 

H2N-C^0 Me 

CH— C— CH2~ OH 
I 1 1 Me 

CI 



RN 24026-63-9 HCAPLUS 

CN 1, 3-Propanediol, 1- (4-inethoxyphenyl) -2, 2-dimethyl-, 1-carbamate (901) (CA 
INDEX NAME) 



O 

II 

H2N-C-0 Me 

CH— C-CH2-OH 
I 1 1 Me 

MeO' 

RN 24026-64-0 HCAPLUS 

CN 1, 3-Propanediol, 1- ( 4-methoxyphenyl ) -2 , 2-dimethyl- , 3-carbamate (9CI) (CA 
INDEX NAME) 



OH Me 0 
CH- C- CH2— O- C- NH2 
I l| Me ■ 

MeO ' 

RN 24026-66-2 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l-phenyl-, 1-carbamate (SCI, 9CI) (CA INDEX 
NAME) 



O Ph Me 

II I I 

H2N- C- O- CH- C- CH2- OH 

Me 

RN 24026-67-3 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l-phenyl-, 3-carbamate (BCI, 9CI) (CA INDEX 
NAME) 
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Ph Me O 

I I il 
HO- CH- C- CH2- 0- C- NH2 

Me 

RN 24026-71-9 HCAPLUS 

CN 1, 3-Propanediol, 2 , 2-dimethyl-l- [ 4- ( 1-raethylethyl ) phenyl] - , 1-carbamate 
(9CI) (CA INDEX NAME) 



O 

II 

H2N-C-0 Me 

CH- C-CH2-OH 

j 1 1 Me 

i-Pr 



RN 24026-72-0 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l- [ 4- ( 1-methylethyl ) phenyl] - , 3-carbamate 
(9CI) (CA INDEX NAME) 



OH Me 0 

I I II 

CH- C- CH2- O- C- NH2 



i-Pr 



RN 24026-76-4 HCAPLUS 

CN 1, 3-Propanediol, 1- ( 4-chlorophenyl ) -2 , 2-dimethyl- , 3-carbamate (9CI) (CA 
INDEX NAME) 



OH Me 0 
I I II 
CH- C- CH2- 0- C- NH2 

I 1 1 Me 

Cl' 



RN 24063-00-1 HCAPLUS 

CN 1, 3-Propanediol, 1- ( 1 , 3-benzodioxol-5-yl) -2 , 2-dimethyl-, 1-carbamate ( 9CI ) 
(CA INDEX NAME) 
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Me O-C-NH? 

I I 

H0"CH2~C-CH Q 
Me I 1 1 



RN 24063-01-2 HCAPLUS 

CN 1, 3-Propanediol, 1- (1, 3-benzodioxol-5-yl) -2, 2-diniethyl-, 3-carbamate (9C: 
(CA INDEX NAME) 



0 Me OH 

II I I 

H2N- C- O- CH2- C- CH 



Me 




RN 25321-48-6 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-dimethyl-l- (methylphenyl) -, 1-carbamate (9CI) (CA 
INDEX NAME) 



ll 



Dl-Me 



Me Dl O 
I I II 
HO- CH2- C- CH- O- C- NH2 

Me 



RN 25321-49-7 HCAPLUS 

CN 1, 3-Propanediol, 2, 2-diinethyl-l- (methylphenyl) -, 3-carbamate {9CI) (CA 
INDEX NAME) 
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Dl— Me 



OH Me O 
Dl- CH- C- CH2- 0- C- NH2 
Me 



L33 ANSWER 13 OF 13 HCAPLUS COPYRIGHT 2002 ACS 
AN 1969:412494 HCAPLUS 
DN 71:12494 

TI Carbamate derivatives related to meprobamate 
AU Ludwig, Bernard J.; Powell, Leo S.; Berger, Frank Milan 
CS Wallace Lab., Carter-Wallace, Inc., Cranbury, N. J., USA 
SO J. Med. Cham. (1969), 12(3), 462-72 

CODEN : JMCMAR 
DT Journal 

LA English 

CC 23 (Aliphatic Compounds) " 
AB A series of 2-substituted 1 , 3-propanediol dicarbamates , related chera. to 
meprobamate, was prepd. for central nervous system Pharmacol, 
investigation. The N-unsubstituted propanediol dicarbamates were obtained 
by an ester-exchange reaction between the corresponding diol and urethane, 
by phosgenation of' the diol followed by ammoniation of the 

bis (chlorocarbonate ) deriv. , by the reaction of the diol with cyanic acid, 
and by ammoniation of the bis (phenylcarbonate ) deriv. of the 
appropriate diol. The sym. N, N ' -substituted propanediol dicarbamates were 
synthesized by direct carbamoylation of the propanediols, and the unsym. 
substituted derivs. by stepwise carbamoylation via the m-dioxanone 
and hydroxypropyl carbamate intermediates using similar carbamoylation 
reactions. In addn. to the prepn. and phys. properties of these compds . , 
the muscle paralyzing activity, anticonvulsant activity, and toxicity of 
these carbamates and many of the intermediates employed in their synthesis 
are presented. Structure-activity relations among these compds. are 
discussed. 

ST propanediols carbamoylation; carbamoylation propanediols 
IT Antispasmodics 

IT Muscles, responses to chemicals 

(to propanediol carbamate derivs.) 
IT 1, 3-Propanediol, 2 , 2-diphenyl-, dicarbamate 

1, 3-Propanediol, 2-methyl-2-propyl-, bis ( 1-aziridinecarboxylate) 
1, 3-Propanediol, 2-sec-butyl-2-methyl-, carbamate carbazate (ester) 
1-Aziridinecarboxylic acid, 2-methyl-2-propyltrimethylene ester 

Carbazic acid, 2- (hydroxymethyl) -2, 3-dimethylpentyl ester carbamate - 

(ester) 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(prepn. of) 

IT 57-53-4P 64-55-lP 78-44-4P 1146-18-5P 1672-81-7P 1672-86-2P 
1729-14-2P 2037-62-9P 2109-29-7P 2109-30-OP 2109-88-8P 
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2612-27-3P 

4424-32-2P 

22131-28-8P 

25384-31-OP 

25384-36-5P 

25384-41-2P 

25384-46-7P 

25384-51-4P 

25384-56-9P 

25384-61-6P 

25384-66-lP 

25384-71-8P 

25384-76-3P 

25384-82-lP 

25384-87-6P 

25384-92-3P 

25384- 97-8P 

25385- 02-8P 
25385-08-4P 
25385-13-lP 
25385-18-6P 
25385-23-3P 
25423-20-5P 
25450-91-3P 

25450- 96-8P 

25451- 01-8P 
25451-06-3P 
25451-11-OP 
25451-16-5P 
25451-38-lP 
25451-43-8P 
25451-48-3P 



25451-68-7P 
25451-73-4P 
25457-63-OP 
25457-68-5P 
25462-09-3P 
25462-14-OP 
25462-19-5P 
25462-25-3P 
25462-30-OP 
25462-36-6P 
25462-41-3P 



25462-49-lP 
25480-65-3P 
25642-68-6P 
25642-73-3P 
25642-78-8P 
25648-67-3P 
25648-72-OP 
25548-78-6P 
25648-84-4P 



2612-32-OP 
16081-43-9P 
22131-29-9P 
25384-32-lP 
25384-37-6P 
25384-42-3P 
25384-47-8P 
25384-52-5P 
25384-57-OP 
25384-62-7P 
25384-67-2P 
25384-72-9P 
25384-77-4P 
25384-83-2P 
25384-88-7P 
25384-93-4P 

25384- 98-9P 

25385- 03-9P 
25385-09-5P 
253B5-14-2P 
25385-19-7P 
25385-24-4P 
25450-86-6P 
25450-92-4P 

25450- 97-9P 

25451- 02-9P 
25451-07-4P 
25451-12-lP 
25451-32-5P 
25451-39-2P 
25451-44-9P 
25451-49-4P 

25451-52-9P 25451-53-OP 25451-54-lP 
25451-55-2P 25451-56-3P 25451-57-4P 
25451-58-5P 25451-59-6P 25451-60-9P 
25451-61-OP 25451-62-lP 25451-63-2P 
25451-64-3P 25451-65-4P 25451-66-5P 
25451-69-8P 
25451-74-5P 
25457-64-lP 
25457-69-6P 
25462-10-6P 
25462-15-lP 
25462-20-8P 
25462-26-4P 
25462-31-lP 
25462-37-7P 
25462-42-4P 
RL: SPN (Synthetic preparation) 

(prepn. of) 
25462-44-6P 25462-45-7P 
25462-50-4P 
25480-66-4P 
25642-69-7P 
25642-74-4P 
25642-79-9P 
25648-68-4P 
25548-73-lP 
25648-79-7P 
25648-85-5P 



2819-05-8P 
21398-43-6P 
22194-40-7P 
25384-33-2P 
25384-38-7P 
25384-43-4P 
25384-48-9P 
25384-53-6P 
25384-58-lP 
25384-63-8P 
25384-68-3P 
25384-73-OP 
25384-78-5P 
25384-84-3P 
25384-89-8P 
25384-94-5P 

25384- 99-OP 

25385- 05-lP 
25385-10-8P 
25385-15-3P 
25385-20-OP 
25385-25-5P 
25450-88-8P 
25450-93-5P 

25450- 98-OP 

25451- 03-OP 
25451-08-5P 
25451-13-2P 
25451-33-6P 
25451-40-5P 
25451-45-OP 



3124-50-3P 4268-36-4P 

22131-24-4P 22131-25-5P 

23787-20-4P 24353-88-6P 

25384-34-3P 25384-35-4P 

25384-39-8P 25384-40-lP 

25384-44-5P 25384-45-6P 

25384-49-OP 25384-50-3P 

25384-54-7P 25384-55-8P 

25384-59-2P 25384-60-5P 

25384-64-9P 25384-65-OP 

25384-69-4P 25384-70-7P 

25384-74-lP 25384-75-2P 

25384-79-6P 25384-80-9P 

25384-85-4P 25384-86-5P 

25384-90-lP 25384-91-2P 

25384- 95-6P 25384-96-7P 

25385- 00-6P 25385-01-7P 
25385-06-2P 25385-07-3P 
25385-11-9P 25385-12-OP 
25385-16-4P 25385-17-5P 
25385-21-lP 25385-22-2P 
25385-26-6P 25423-19-2P 
25450-89-9P 25450-90-2P 
25450-94-6P 25450-95-7P 

25450- 99-lP 25451-00-7P 

25451- 04-lP 25451-05-2P 
25451-09-6P 25451-10-9P 
25451-14-3P 25451-15-4P 
25451-36-9P 25451-37-OP 
25451-41-6P 25451-42-7P 
25451-46-lP 25451-47-2P 



25451-50-7P 25451-51-8P 



25451-70-lP 
25451-75-6P 
25457-65-2P 
25457-70-9P 
25462-11-7P 
25462-16-2P 
25462-21-9P 
25462-27-5P 
25462-33-3P 
25462-38-8P 
25462-43-5P 

PREP (Preparation) 



25451-67-6P 
25451-71-2P 
25451-76-7P 
25457-66-3P 
25462-07-lP 
25462-12-8P 
25462-17-3P 
25462-22-OP 
25462-28-6P 
25462-34-4P 
25462-39-9P 



25451-72-3P 
25451-77-8P 
25457-67-4P 
25462-08-2P 
25462-13-9P 
25462-18-4P 
25462-23-lP 
25462-29-7P 
25462-35-5P 
25462-40-2P 



25462-46-8P 
25462-52-6P 
25480-67-5P 
25642-70-OP 
25642-75-5P 
25642-80-2P 
25648-69-5P 
25648-74-2P 
25648-81-lP 
25648-86-6P 



25462-47-9P 25462-48-OP 
25466-46-OP 25480-64-2P 

25480-68-6P 25480-69-7P 
25642-71-lP 25642-72-2P 



25642-76-6P 
25642-81-3P 
25648-70-8P 
25648-75-3P 
25648-82-2P 
25648-87-7P 



25642-77-7P 
25648-66-2P 
25648-71-9P 
25648-77-5P 
25648-83-3P 
25648-88-8P 
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25648-89-9P 25648-90-2P 25648-91-3P 25648-92-4P 25648-93-5P 
25648-94-6P 25648-95-7P 25648-96-8P 25648-97-9P 25648-98-OP 

25648- 99-lP 25649-00-7P 25649-01-8P 25649-02-9P 25649-03-OP 

25649- 04-lP 25649-05-2P 25649-06-3P 25652-01-lP 25652-02-2P 
25652-03-3P 25652-04-4P 25652-05-5P 25652-06-6P 25652-07-7P 
25652-08-8P 25652-09-9P 25652-10-2P 25652-11-3P 25652-12-4P 
25652-13-5P 25652-14-6P 25652-15-7P 25652-16-8P 25652-17-9P 
25652-18-OP 25652-19-lP 25652-20-4P 25652-21-5P 25658-34-8P 
25658-37-lP 25658-38-2P 25658-39-3P 25658-40-6P 26345-29-9P 
RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(prepn. of) 
25451-51-8P 25451-52-9P 25451-53-OP 
25451-54-lP 25451-55-2P 25451-56-3P 
25451-57-4P 25451-58-5P 25451-59-6P 
25451-60-9P 25451-61-OP 25451-62-lP 
25451-63-2P 25451-64-3P 25480-69-7P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(prepn. of) 
25451-51-8 HCAPLUS 

1, 3-Propanediol, 2-ethyl-, monocarbamate (8CI) (CA INDEX NAME) 



0 CH2-0H 
II I 
H2N- C- O- CH2" CH— Et 

RN 25451-52-9 HCAPLUS 

CN 1, 3-Propanediol, 2-butyl-, monocarbamate (SCI) (CA INDEX NAME) 

0 CH2- OH 

H2N- C- O- CH2- CH- Bu-n 

RN 25451-53-0 HCAPLUS 

CN 1, 3-Propanediol, 2-phenyl-, monocarbamate (SCI, 9CI) (CA INDEX N7\ME) 



HO- CH2— CH- CH2— Q- C- NH2 
RN 25451-54-1 HCAPLUS 

CN 1, 3-Propanediol, 2-ethyl-2-methyl- , monocarbamate (SCI) (CA INDEX NAME) 



O CH2-0H 

II I 
H2N— C— O- CH2— C— Et 



25451-55-2' HCAPLUS - - 

1, 3-Propanediol, 2-isopropyl-2-methyl- , monocarbamate (SCI) (CA INDEX 
NAME) 
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O CH2-0H 
li I 
H2N— C— O— CH2'^ C~ Pr-i 



RN 25451-56-3 HCAPLUS 

CN 1, 3-Propanediol, 2-butyl-2-inethyl- , monocarbamate (8CI) (CA INDEX NAME) 



O CH2— OH 

H2N- C- 0- CH2^ C- Bu-n 



RN 25451-57-4 HCAPLUS 

CN 1, 3-Propanediol, 2-sec-butyl-2-methyl- , monocarbamate (SCI) (CA INDEX 
NAME) 



0 CH2-0H 
H2N- C- 0- CH2- C^ CH- Et 
Me Me 

RN 25451-58-5 HCAPLUS 

CN 1, 3-Propanediol, 2-isobutyl-2-methyl-, monocarbamate (SCI) (CA INDEX 
NAME) 



0 CH2-0H 
II I 
H2N— C— 0— CH2— C— Bu-i 



RN 25451-59-6 HCAPLUS 

CN 1, 3-Propanediol, 2-methyl-2-phenyl-, monocarbamate (BCI) (CA INDEX NAMEt" 



I II 
HO- CH2- C- CH2- 0" C- NH2 



RN 25451-60-9 HCAPLUS 

CN 1, 3-Propanediol, 2- { chloromethyl ) -2-ethyl- , monocarbamate (SCI) (CA INDEX 
N7\ME) 
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0 CH2-0H 
li I 
H2N- C- O- CH2- C- Et 

CH2C1 

RN 25451-61-0 HCAPLUS 

CN 1 , 3-Propanediol , 2-ethyl-2-isopropyl-, monocarbamate (SCI) (CA INDEX 
NAME) 

O 

CH2— 0- C-NH2 

Et-C- Pr-i 

I 

CH2-0H 
RN 25451-62-1 HCAPLUS 

CN 1, 3-Propanediol, 2-ethyl-2-phenoxy-, monocarbamate (SCI) (CA INDEX NAME) 

0 CH2-0H 
H2N- C- 0- CH2~ C- Et 
OPh 

RN 25451-63-2 HCAPLUS 

CN 1, 3-Propanediol, 2 , 2-diphenyl- , monocarbamate (SCI) (CA INDEX NAME) 
Ph 0 

I !! 

HO— CH2- C- CH2-- 0- C- NH2 
Ph 

RN 25451-64-3 HCAPLUS 

CN 1, 3-Propanediol, 2 , 2-di-p-tolyl-, monocarbamate (SCI) (CA INDEX NAME) 



KATHLEEN FULLER EIC 1700/LAW LIBRARY 308-4290 



SACKEY 



09/863558 



Page 4 8 




r 



c — 



R 



Me 



CH2-OH 



R- 



Me 



RN 25480-69-7 HCAPLUS 

CN 1, 3~Propanediol, 2-ethyl-2-propyl-, monocarbamate (8CI) (CA INDEX NAME 

0 

II 

CH2-O- C- NH2 
Et-C-Pr-n 
CH2-OH 



KATHLEEN FULLER EIC 1700/LAW LIBRARY 308-4290 



